LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc :

ALS Vvial : 40 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47064.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.7l 135 140 144 rVB 40644 55933 0.63% 0.147%
2 4.598 287 291 298 rBV2 33342 51362 0.58% 0.135%
3 5.093 371 375 383 rVB 42965 72945 0.82% 0.192%
4 5.451 430 436 441 rBV 41406 63126 0.71% 0.166%
5 5.775 487 491 495 rBV 30982 50839 0.57% 0.134%
6 6.251 567 572 577 rBV 54430 77420 0.87% 0.204%
7 6.328 577 585 591 rVWW2 54799 108887 1.22% 0.287%
8 6.392 591 596 601 rVB 24323 38535 0.43% 0.102%
9 6.504 609 615 620 rvv 103752 157596 1.76% 0.416%
106 6.563 620 625 632 rVW2 85088 155528 1.74% 0.410%
11 6.634 632 637 642 rVB 83906 124858 1.40% 0.329%
12 6.792 659 664 668 rvv2 125857 195778 2.19% 0.516%
13 6.845 668 673 681 rVW 139859 200812 2.25% ©.530%
14 6.939 683 689 694 rVB 74068 109621 1.23% 0.289%
15 7.e51 702 708 715 rVB 216079 325161 3.64% ©0.857%
16 7.392 754 766 775 rBV 849210 1367431 15.31% 3.606%
17 7.475 775 780 784 rBV 442691 671264  7.52% 1.770%
18 7.634 800 807 817 rBV2 144564 279913  3.13% 0.738%
19 7.751 822 827 832 rBV6 18352 37491 0.42% 0.099%
20 7.822 832 839 844 rW 136622 212927 2.38% 0.561%
21 7.875 844 848 853 rVWw4 73514 125121 1.40% 0.330%
22 7.939 855 859 865 rVvB 30501 43539 0.49% 0.115%
23 8.028 867 874 880 rVW3 74112 136324 1.53% 0.359%
24 8.186 896 901 911 rVB4 44486 99680 1.12% 0.263%
25 8.334 921 926 931 rBV 36055 58107 ©0.65% 0.153%
26 8.386 931 935 940 rVB 52755 77254 0.87% 0.204%
27 8.486 943 952 955 rBV 44262 80726 0.90% 0.213%
28 8.528 955 959 969 rVB4 47019 114317 1.28% 0.301%
29 8.722 981 992 998 rBV 281068 554642 6.21% 1.463%
30 8.816 1003 1008 1015 rVB2 114580 183912 2.06%  0.485%
31 8.892 1015 1021 1025 rBV4 18799 37977 0.43% 0.100%
32 9.057 1044 1049 1052 rBV 33557 56106 0.63% 0.148%
33 9.104 1052 1057 1063 rVB3 34259 71632 ©0.80% 0.189%
34 9.175 1063 1069 1075 rVB 87560 137895 1.54% 0.364%
35 9.245 1075 1081 1084 rBV2 79084 124842 1.40% 0.329%

36 9.328 1090 1095 1107 rVv4 108268 266516  2.98% ©.703%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc :

ALS Vvial : 40 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION
37 9.422 1107 1111 1117 rVB5 21184 40573 0.45% 0.107%
38 9.563 1129 1135 1140 rVB4 31299 61661 0.69% 0.163%
39 9.792 1169 1174 1181 rVV3 58252 109243 1.22% 0.288%
40 9.863 1181 1186 1192 rVB2 39507 64237 0.72% 0.169%
41 10.063 1215 1220 1224 rBv4 28901 48869 ©.55% 0.129%
42 10.151 1228 1235 1240 rVV 1120937 1971577 22.08% 5.199%
43 10.198 1240 1243 1251 rVV2 103349 206648 2.31% 0.545%
44 10.292 1251 1259 1264 rVV4 86929 161473 1.81% 0.426%
45 10.339 1264 1267 1271 rVV3 24118 39164 0.44% 0.103%
46 10.439 1279 1284 1287 rVW4 45707 77310 0.87% 0.204%
47 10.486 1287 1292 1296 rVV3 49321 93863 1.05% 0.248%
48 10.545 1296 1302 1311 rVV 286761 457743  5.13% 1.207%
49 10.680 1321 1325 1331 rVV 60197 101041 1.13% 0.266%
50 10.739 1331 1335 1339 rVW5 21786 39623 0.44% 0.104%
51 10.916 1360 1365 1368 rBV6 30955 49419 0.55% ©0.130%
52 11.086 1392 1394 1398 rVV3 23677 37318 0.42% 0.098%
53 11.122 1398 1400 1407 rVB5 28561 44228 0.50% 0.117%
54 11.204 1409 1414 1419 rBV5 22202 39311 0.44% 0.104%
55 11.269 1419 1425 1428 rBV4 23012 37023 0.41% 0.098%
56 11.439 1450 1454 1460 rVV2 80438 126033  1.41% 0.332%
57 11.586 1474 1479 1483 rBV3 34368 54664 0.61% 0.144%
58 11.645 1483 1489 1494 rVB 127066 187832 2.10% 0.495%
59 11.716 1494 1501 1507 rVB5 37519 67662 0.76% 0.178%
60 11.822 1513 1519 1524 rW 67797 111040 1.24% 0.293%
61 11.874 1524 1528 1536 rVB4 22625 56274 0.63% 0.148%
62 11.951 1536 1541 1547 rVB2 18146 34378 0.39% 0.091%
63 12.045 1547 1557 1563 rVB4 52837 131290 1.47% 0.346%
64 12.121 1563 1570 1576 rBV1ie 21523 49418 ©.55% 0.130%
65 12.280 1592 1597 1603 rBV5 40534 83289 0.93% 0.220%
66 12.333 1603 1606 1612 rVV3 35747 58409 0.65% 0.154%
67 12.457 1623 1627 1633 rVB 115533 163188 1.83% 0.430%
68 12.616 1649 1654 1658 rBV 38178 53132 0.60% 0.140%
69 12.727 1668 1673 1677 rBV6 20631 35189 0.39% 0.093%
70 12.798 1677 1685 1694 rVB 208818 327824 3.67% 0.864%
71 12.904 1694 1703 1710 rBV4 32924 96723 1.08% 0.255%
72 13.016 1715 1722 1726 rBV 189851 285748 3.20% 0.753%
73 13.051 1726 1728 1732 rVV3 31722 42542 0.48% 0.112%
74 13.104 1732 1737 1743 rVB4 44963 83037 0.93% 0.219%
75 13.204 1749 1754 1756 rBV2 26390 38588 0.43% 0.102%
76 13.245 1756 1761 1767 rVB6 29137 61847 0.69% 0.163%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc :

ALS Vvial : 40 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION
77 13.327 1768 1775 1785 rBV 454816 682070 7.64%  1.799%
78 13.416 1785 1790 1794 rVV2 102305 163835 1.83% 0.432%
79 13.474 1796 1800 1805 rVB 63576 99898 1.12% 0.263%
80 13.574 1811 1817 1826 rVB 70688 119149 1.33% 0.314%
81 13.733 1838 1844 1849 rBV2 66914 101424 1.14% 0.267%
82 13.804 1849 1856 1857 rVV 50464 76973 0.86% 0.203%
83 13.833 1857 1861 1874 rVB2 108106 273439 3.06% 0.721%
84 14.045 1890 1897 1906 rBV 1777241 2573065 28.82% 6.785%
85 14.257 1928 1933 1940 rBV9 21652 56120 0.63% 0.148%
86 14.380 1949 1954 1960 rBV3 107710 213006 2.39% 0.562%
87 14.445 1960 1965 1973 rVB2 214782 335529 3.76% ©0.885%
88 14.527 1973 1979 1987 rBV4 34606 90041 1.01% 0.237%
89 14.610 1987 1993 1997 rBV4 54113 87779 0.98% 0.231%
990 14.692 1997 2007 2018 rVB 948197 1425143 15.96% 3.758%
91 14.827 2026 2030 2035 rBv8 19988 35361 0.40% 0.093%
92 15.051 2064 2068 2074 rVB 92450 130196 1.46% 0.343%
93 15.174 2083 2089 2095 rVV 50063 87343 0.98% 0.230%
94 15.892 2206 2211 2216 rVV2 62569 88421 0.99% 0.233%
95 16.468 2301 2309 2328 rBV 6642843 8929009 100.00% 23.545%
96 16.809 2360 2367 2373 rBV 2260858 3156504 35.35%  8.323%
97 16.904 2378 2383 2388 rBV2 102698 146060 1.64%  0.385%
98 19.215 2772 2776 2783 rVB 115400 158378 1.77% 0.418%
99 21.039 3081 3086 3093 rBV 2413746 3282082 36.76% 8.654%
100 23.744 3539 3546 3554 rBV 1456511 3258611 36.49% 8.593%

Sum of corrected areas: 37923884
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047064.D\data.ms

6000000

5000000

4000000

3000000

2000000

10.151

1000000 7. 392
75

3.710 4,508 5.09%.455.775 6coiagpeamies’

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

Time--> 3.00 350 400 450 500 550 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: BM047064.D\data.ms
16.468

6000000

5000000

4000000

3000000 21.039
16.809
2000000 14.045

1000000 14.692

#BaBERaY4 15802 || 16.904 19.215

0 W\ﬁﬁ”ﬁj\\\\‘\m\‘\\\\‘\\\\‘\\H‘\H\‘H\\‘H\\‘\\\\‘\\\\‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘H

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: BM047064.D\data.ms

6000000
5000000
4000000
3000000
2000000 23.744

1000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.504 2.30 ng/ul 157596 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 615 (6.504 min): BM047064.D\data.ms (-609) (-) m/z 105.10 100.00%
105.1
o RRRRmE ]
290 0 6.20 6.40 6.60 6.80
Obor bbbyl b ok 1489 20887106 10 33.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
6.20 6.40 6.60 6.80
m/z 76.95 12.94%
77.0
O\]-\5\‘0\‘\\3\9“?\‘\\“\‘\\\M‘\\‘}\‘M‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
R R
6.20 6.40 6.60 6.80
5000 m/z 91.00 12.68%
39.0 77.0
N I T S Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl- prE e e, e
105.0 6.20 6.40 6.60 6.80
m/z 103.00 9.89%
5000
77.0
o180 30
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.563 2.27 ng/ul 155528 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 74
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 74
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 70
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 53
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 52
Abundance Scan 625 (6.563 min): BM047064.D\data.ms (-620) (-) m/z 105.10 100.00%
105.1
57.1
5000
142.0 6.20 6.40 6.60 6.80
" ‘wh Wl T 2211 BLO T 10 73.58%

o

m/z--> 50 100 150 200 250
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000

6.20 6.40 6.60 6.80
m/z 85.10 63.78%

39.0
O T T ‘\ ‘\ \“7\5‘\ \‘ T H\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
TP e e
6.20 6.40 6.60 6.80
5000 ITI/Z 120.10 32.56%
27.0 0| ‘
0 Ly ‘ \‘ \H “ T — — —
Miz--> 50 100 150 200 250 A
Abundance #10719: Benzene, 1-ethyl-2-methyl- e e
105.0 6.20 6.40 6.60 6.80
m/z 41.05 29.60%
5000
B N L W T L
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.792 2.86 ng/ul 195778 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 81
4 Mesitylene 120 C9H12 000108-67-8 81
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
Abundance Scan 664 (6.792 min): BM047064.D\data.ms (-659) (-) m/z 105.10 100.00%
105.1
5000 571 j
H 7?.0 ‘ 191.0 6.40 6.60 6.80 7.00 7.20
ol bl Juo 43880 1910 057 10 38.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.40 6.60 6.80 7.00 7.20
m/z 120.10 36.13%
77.0
0 \1\5\.‘0\‘\:?’\9“.(\)\‘\\“\‘\ T \M‘\\L\\‘H‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 15.30%
39.0 77.0
Y Y R P PN ' P S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl- R e
105.0 6.40 6.60 6.80 7.00 7.20
m/z 43.10 14.13%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.845 2.94 ng/ul 200812 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 83
2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 64
3 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 50
4 N-Allyl-N,N-dimethylamine 85 C5H11N 002155-94-4 43
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 40

Abundance Scan 673 (6.845 min): BM047064.D\data.ms (-668) (-) m/z 43.10 100.00%

43.1
5000
85.0
‘ M 270 ( 6.60 6.80 7.00 7.20
ol b 2erQ 1930 281 /7 ss.1e  61.24%
miz--> 50 100 150 200 250
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 LA L L B LA B
85.0 6.60 6.80 7.00 7.20
m/z 69.05 38.50%
0 o m\ ‘}“‘MH\ ‘1‘ \“‘\ T ‘\1\27\0\ L B B e
miz--> 50 100 150 200 250
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
e P T
6.60 6.80 7.00 7.20
5000 m/z 85.05 36.73%
m 85.0
0 “H“““H”‘,‘ e —
m/iz--> 50 100 150 200 250
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0 6.60 6.80 7.00 7.20
m/z 84.05 30.68%
5000
85.0
o210 ‘ T — N —
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:56:53 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.051 4.76 ng/ul 325161 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 708 (7.051 min): BM047064.D\data.ms (-702) (-) m/z 105.05 100.00%
105.1
5000
399 /70 6.80 7.00 7.20 7.40
' T 207.9
Ol el Y m/z 1200100 41.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000
6.80 7.00 7.20 7.40
m/z 77.00 12.20%
51.0 77.0
O \\\‘2\7\.(\)\"\\““\H“\‘\\\‘H‘\\‘\\‘w\ \‘\““\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
T T
6.80 7.00 7.20 7.40
5000 m/z 119.10 10.96%
39.0 77.0
S IS ) Y R —
m/z--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #10705: Benzene, 1,2,4-trimethyl- R e
105.0 6.80 7.00 7.20 7.40
m/z 91.00 10.32%
5000
28.0 51.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:56:54 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.475 9.82 ng/ul 671264 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
Abundance Scan 780 (7.475 min): BM047064.D\data.ms (-775) (-) m/z 57.10 100.00%
57.1
5000 j\
o AREEREEEREESE T
‘ ‘98_1 7.20 7.40 7.60 7.80
ol L AT 1348 1930 2820 .., 41,10 36.76%
miz-> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 LA R R B R B
7.20 7.40 7.60 7.80
m/z 43.05 30.65%
27,0 H ‘ ‘98.0
O T T ‘\‘ ‘\‘ ‘ ‘\ ‘\‘ \“\ “ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
e RaEEE TR
7.20 7.40 7.60 7.80
5000 m/z 55.10 28.11%
27,0
130l
o D
miz--> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl- I R A ARANEEN
57.0 7.20 7.40 7.60 7.80
m/z 70.10  22.38%
5000
27,0
L s
(Y 1 e — SRS A NS -
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:56:55 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 wunknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.634 4.09 ng/ul 279913 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 38
2 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 38
3 3-Methylbut-2-enoic acid, 4-nitr... 221 C11H11NO4 1000307-59-8 32
4 Oxalic acid, cyclohexyl pentyl e... 242 C13H2204 1000309-30-6 23
5 3-Methylbut-2-enoic acid, 4-cyan... 201 C12H11NO2 1000307-59-6 23
Abundance Scan 807 (7.634 min): BM047064.D\data.ms (-800) (-) m/z 83.05 100.00%
83.0
43.0
5000
141.1
‘ H ‘ 1710 ‘ 7.40 7.60 7.80 8.00
ol by 1) PO 2070 283 7 43.e5  71.40%
miz-> 50 100 150 200 250
Abundance #1455: 1H-1,2,4-Triazole, 3-methyl-
83.0
42.0
5000 L B I L I R B
7.40 7.60 7.80 8.00
m/z 56.05 29.96%
O l\ZVQ‘H‘\ \“ “‘ T T T ‘ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1450: 1-Methyl-1H-1,2,4-triazole
83.0
R RERRAREE SN
28.0 7.40 7.60 7.80 8.00
5000 m/z 141.05 29.57%
S O
miz--> 50 100 150 200 250
Abundance #99907: 3-Methylbut-2-enoic acid, 4-nitrophenyl ester S ARARE AR e
83.0 7.40 7.60 7.80 8.00
m/z 55.05 20.38%
5000
oL B0 | 139.0
—— T
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:56:56 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.822 3.11 ng/ul 212927 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 52
Abundance Scan 839 (7.822 min): BM047064.D\data.ms (-832) (-) m/z 83.10 100.00%
3.1
5000
%0 J\M
140.1 RRaasEEEmsEaEEs SRR
‘ 07.0 ‘ 7.40 7.60 7.80 8.00 8.20
bl bl FOTO | L2081 hs 69.05  48.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000
55.0 7.40 7.60 7.80 8.00 8.20
140.0 m/z 55.05 36.47%
27.0 '
O \\\‘\‘U\\ \\‘\‘\“\‘\‘\\“‘1\\H“c\)\?\.o\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
e e e RN
7.40 7.60 7.80 8.00 8.20
5000 m/z 56.10 33.37%
55.0
140.0
29.0
bl il 2220l L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 28.62%
5000 41.0
140.0
S 0 2 N () U LW W NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00 8.20

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:56:57 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Hexanoic acid, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.722 8.11 ng/ul 554642 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
Abundance Scan 992 (8.722 min): BM047064.D\data.ms (-981) (-) m/z 73.00 100.00%
5000
41.1
e R AARBARRRE
H ‘ 116.1 8.40 8.60 8.80 9.00
Obrrrrrtlaby b | A48 1911 28LU ., ggl1e  78.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T T T
8.40 8.60 8.80 9.00
m/z 41.10 34.29%
0 \H‘\‘H\H\‘H‘L‘i\\‘M\‘\“H“\l\]\-‘!?.\\o\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
AR
8.40 8.60 8.80 9.00
m/z 57.05 30.34%
5000 57.0
27.0
7 S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24093: Hexanoic acid, 2-ethyl- T e
73.0 8.40 8.60 8.80 9.00
m/z 55.05  23.99%
5000
41.0
116.0
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:56:58 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.328 2.70 ng/ul 266516  Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,8-dimethyl-4-methylene- 168 C12H24 007323-15-1 32
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 22
3 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 16
4 2-Hydroxy-2-methyl-but-3-enyl 2-... 184 C10H1603 080758-67-4 16
5 3-Hexen-2-one 98 C6H100 000763-93-9 14
Abundance Scan 1095 (9.328 min): BM047064.D\data.ms (-1090) (-) m/z 56.05 100.00%
56.0
- 1 WJ\L/\
‘ 143.1 9.00 9.20 9.40 9.60
T 1851 s
ol w“ Wl L 188 281 e300 73.71%
miz--> 50 100 150 200 250
Abundance #43591: Nonane, 2,8-dimethyl-4-methylene-
56.0
5000 UL L B R I R I |
9.00 9.20 9.40 9.60
m/z 55.05 54.70%
97.0
01\5.\0“\ H“ “ T h\‘ \H“\ h‘ \“1\27\-0\ ‘1\6§.(\) T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #20675: Cyclohexane, butyl-
83.0
e AARmmmnEE LT
9.00 9.20 9.40 9.60
5000 m/z 97.05 42.79%
41.0
140.0
ow”“ﬂ‘p‘u“‘l e
m/iz--> 50 100 150 200 250
Abundance #128568: Propanedinitrile, cyclohexyl(2-methylcyclohexy
55.0 9.00 9.20 9.40 9.60
m/z 57.10 33.26%
97.0
5000
0 230, ) 4 . | 133.0162.0 201.0 244.0
R A RREE T T AAERAREEEEE
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:56:59 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 11 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.545 4.64 ng/ul 457743  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 53
2 2-Methyl-1-nonene 140 C10H20 002980-71-4 43
3 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 37
4 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 37
5 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 37

Abundance Scan 1302 (10.545 min): BM047064.D\data.ms (-1296) (- | m/z 56.10 100.00%
56.1 ﬁ
5000
‘ il 10.50
145.1 .
82.0
ow_w‘m_Mw‘H‘HWH,““J,H“,“l‘??‘lm m/z 71.e5 37.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 SUTAN :
10.50
29.0 111.0 m/z 69.05 32.19%
145.0
85 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20666: 2-Methyl-1-nonene
56.0
ZAENASIAL ‘
10.50
5000 m/z 55.10 29.16%
29.0
H ‘840 112.0 1400
ow_wm N TS i A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7553: 1-Heptene, 2-methyl- — ‘
56.0 10.50
m/z 41.10 27.72%
5000
29.0
‘ ‘ ‘ 84.0 112.0
O‘H‘_LH‘H"‘N‘H]H‘H‘W‘H‘M‘H,H‘W‘H‘_‘H —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:57:00 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Butanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.798 2.55 ng/ul 327824  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, butyl ester
2 Propanoic acid, 2-methyl-, 2-eth
3 Butanoic acid, butyl ester
4 Butanoic acid, butyl ester
5 1-(1-(Methylthio)propyl)-2-propy

144 C8H1602
... 216 C12H2403
144 C8H1602
144 C8H1602
... 196 C7H16S3

000109-21-7 80
074367-31-0 78
000109-21-7 64
000109-21-7 50
126876-22-0 47

Abundance Scan 1685 (12.798 min): BM047064.D\data.ms (-1677) (-

m/z 56.10 100.00%

56.1
5000
e =)
8.0 143.1 ‘ 12.50 13.00
oL WU R8O | 2070 2811  3%6. ., g9 65 82.33%
miz--> 50 100 150 200 250 300 350
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 M ‘ AVAR
12.50 13.00
29. m/z 71.05 79.25%
0 T \H\ H‘“‘M‘ \‘\ %%?'\o\ ‘ L ‘ L ‘ L ‘ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0
e 4
12.50 13.00
43. o
5000 m/z 43.10  64.28%
L s
Y v —
m/z--> 50 100 150 200 250 300 350
Abundance #24132: Butanoic acid, butyl ester — —
71.0 12.50 13.00
m/z 41.05 32.86%
5000
29.7
m/z--> 50 100 150 200 250 300 350 12.50 13.00

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:

57:01 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Propanoic acid, 2-methyl-, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.015 2.22 ng/ul 285748  Acenaphthene-di10 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 45
3 Heptanal ethyl isopentyl acetal 230 C14H3002 1000431-60-5 43
4 2,2,3-Triethyloxirane 128 C8H160 053229-40-6 38

5 Succinic acid, 2-chloro-6-fluoro... 330 C15H16C1FO5 1000390-72-1 38

Abundance Scan 1722 (13.016 min): BM047064.D\data.ms (-1715) ({ | m/z 71.10 100.00%
711

5000, 431

.

1 =
% 143.1 13.00

0 i w“ LA2LO LT A3L 2070 2 s6.10 58.95%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24296: Propanoic acid, 2-methyl-, 2-methylpropyl ester
430 710

-

5000
13.00

m/z 43.10  49.38%

101.0

‘\\‘\\‘M\‘\“HH‘\H\‘HH‘\H\‘HH’HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24298: Propanoic acid, 2-methyl-, 2-methylpropyl ester

o

.

430 710
e ‘
13.00
5000 m/z 89.10 34.72%
‘ ‘101.0
B T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #111698: Heptanal ethyl isopentyl acetal AR ‘
71.0 13.00
m/z 69.05 30.13%
5000
143.0
41.0
ol b b AL ere L T2 4
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

SFAM-EPA-BM080224.MA.M Thu Aug 08 05:57:02 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Butanoic acid, pentyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.327 5.30 ng/ul 682070  Acenaphthene-di10 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 80
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 56
3 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 50
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 50
5 2,2-Dimethoxypropionamide 133 C5H11NO3 1000237-69-7 50
Abundance Scan 1775 (13.327 min): BM047064.D\data.ms (-1768) (- | m/z 56.05 100.00%
56.0
89.1
5000
143.1 13.00 13.50
173.1
Ol bl e LT 2090 28LU s 71,05 82.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 — A
410 13.00 13.50
m/z 89.10 73.18%
01.0
0 \H‘\‘1\\‘i‘}‘\\‘\"‘\\1‘\‘\1‘\\“\\\HH]\-ﬂ.ﬁl\o\’\\\\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24132: Butanoic acid, butyl ester
71.0 }
AJ‘K VN -
13.00 13.50
5000 m/z 43.10  49.34%
41.0
S T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35370: Butanoic acid, pentyl ester — —
71.0 13.00 13.50
m/z 55.10  27.93%
5000 41.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Propanoic acid, 2-methyl-, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.833 2.13 ng/ul 273439  Acenaphthene-di10 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
2 Butyric acid, dodecyl ester 256 C16H3202 003724-61-6 74
3 Butyric acid, tetradecyl ester 284 C18H3602 006221-98-3 74
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 74
5 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 64
Abundance Scan 1861 (13.833 min): BM047064.D\data.ms (-1857) (- | m/z 89.10 100.00%
89.1
AL
‘ | 143.1 ( 13.50 14.00
Obprrratbosbs e e b 7322090 280€ T 0y 65 96.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0
56.0
5000 e sy
13.50 14.00
270 m/z 43.10 49.68%
O’[!!143'0173.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143543: Butyric acid, dodecyl ester
43.0 89.0
= ==
13.50 14.00
5000 m/z 56.10 46.85%
‘ ‘ 140.0168.0
Y - —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179132: Butyric acid, tetradecyl ester S ﬁ/\ﬁ%
43.0 89.0 13.50 14.00
m/z 55.00 31.00%
126.0 168.0196.0
o4, 2110 Sl
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Cyclohexanone, 2-cyclohexyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.445 2.61 ng/ul 335529  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 97
2 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 94
3 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 94
4 2-(1-Cyclohexenyl)cyclohexanone 178 C12H180 001502-22-3 90
5 Tricyclo[3.3.1.1(3,7)]decanone, ... 276 C10H13I0 056781-85-2 47
Abundance Scan 1965 (14.445 min): BM047064.D\data.ms (-1960) (- | m/z 149.00 100.00%
149.0
79.0
5000 178.1
41.1
107.1 T
m 2210 14. 50
o ot bl et 22 70.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52850: Cyclohexanone, 2-cyclohexylidene-
149.0
79.0 178.0
5000
14 50
41.0 107.0 51.37%
O' ‘\\““‘\\‘\‘\‘\\‘\\“‘111\“‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52849: Cyclohexanone, 2-cyclohexylidene-
149.0
81.0 14 50
41.0 178.0 o
5000 . m/z 67.05 48.097%
107.0 ‘
01 \ﬂ‘“‘\\\\‘\\‘m‘\m“‘\m‘\m‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52851: Cyclohexanone, 2-cyclohexylidene- —
149.0 14.50
m/z 178.05 38.69%
178.0
5000 81.0
41.0
107.0
0180 ‘u\‘h‘“1‘H‘ww“www SV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47064.D

Acqg On : 07 Aug 2024 19:28
Operator : RC/JU

Sample : P3439-01DL2 50X
Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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... 6.504 2.3 ng/ul 157596 1 7.392 1367430 20.0
Benzene, 1-ethy... 6.563 2.3 ng/ul 155528 1  7.392 1367430 20.0
Benzene, 1-ethy... 6.792 2.9 ng/ul 195778 1  7.392 1367430 20.0
2-Heptanone, 4,... 6.845 2.9 ng/ul 200812 1 7.392 1367430 20.90
Mesitylene 7.051 4.8 ng/ul 325161 1 7.392 1367430 20.0
1-Hexanol, 2-et... 7.475 9.8 ng/ul 671264 1 7.392 1367430 20.0
unknown-01 7.634 4.1 ng/ul 279913 1 7.392 1367430 20.0
Cyclohexanone, 7.822 3.1 ng/ul 212927 1 7.392 1367430 20.0
Hexanoic acid, ... 8.722 8.1 ng/ul 554642 1 7.392 1367430 20.0
(DEL) Alkane: S... 9.328 2.7 ng/ul 266516 2 10.151 1971580 20.0
2,4-Dipropyl-5-... 10.545 4.6 ng/ul 457743 2 10.151 1971580 20.0
Butanoic acid, 12.798 2.5 ng/ul 327824 3 14.045 2573070 20.90
Propanoic acid,... 13.015 2.2 ng/ul 285748 3 14.045 2573070 20.0
Butanoic acid, 13.327 5.3 ng/ul 682070 3 14.045 2573070 20.0
Propanoic acid,... 13.833 2.1 ng/ul 273439 3 14.045 2573070 20.0
Cyclohexanone, 14.445 2.6 ng/ul 335529 3 14.045 2573070 20.90
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