LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc :

ALS Vvial : 20 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-BG092524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63052.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.316 203 209 216 rVB 95290 136209 0.61% 0.210%
2 5.503 404 411 421 rBV 62366 127977 0.57% 0.198%
3 5.873 468 474 480 rVB 105017 167327 ©.74% 0.259%
4 6.355 550 556 562 rvB4 52138 102053 0.45% 0.158%
5 6.837 631 638 643 rBvV 81055 127339 0.57% 0.197%
6 6.942 649 656 661 rBV 357119 551261 2.45% ©0.852%
7 7.001 661 666 673 rVW 376139 600009 2.67% 0.927%
8 7.078 673 679 685 rVB 172868 251192 1.12% 0.388%
9 7.242 698 707 709 rVWwW2 260767 457771 2.03% 0.707%
10 7.277 709 713 720 rVB 911136 1370896 6.09% 2.118%
11 7.371 723 729 737 rVB6 57551 120982 0.54% 0.187%
12 7.501 743 751 757 rBV 542064 846340 3.76% 1.308%
13 7.847 804 810 816 rVV2 260964 471369 2.09% 0.728%
14 7.912 816 821 826 rVW 309636 523866 2.33% 0.809%
15 7.965 826 830 842 rVB2 297671 529932 2.36% ©0.819%
16 8.112 850 855 859 rVV3 49745 81083 0.36% 0.125%
17 8.223 868 874 877 rBV 144185 250236 1.11% 0.387%
18 8.276 877 883 887 rVV 1315918 2137157 9.50% 3.302%
19 8.323 887 891 899 rVvv2 381547 633475 2.82% 0.979%
20 8.400 899 904 909 rVW2 56495 96831 0.43% 0.150%
21 8.488 909 919 924 rVV3 156010 323030 1.44% 0.499%
22 8.546 924 929 939 rVV9 42267 110289 0.49% 0.170%
23 8.646 939 946 955 rVB5 111044 224387 1.00% 0.347%
24 8.799 965 972 975 rBV2 95669 162326 ©.72% 0.251%
25 8.840 975 979 987 rVW4 122266 259992 1.16% 0.402%
26 8.952 989 998 1004 rVVv4 125130 260652 1.16% 0.403%
27 9.028 1008 1011 1016 rVVv4 32939 71643 0.32% 0.111%
28 9.193 1024 1039 1049 rBV3 182419 592737 2.63% 0.916%
29 9.281 1050 1054 1059 rVv2 60368 111774 0.50% 0.173%
30 9.334 1059 1063 1069 rVW7 46378 114647 ©.51% 0.177%
31 9.387 1069 1072 1074 rVV3 52268 70757 0.31% 0.109%
32 9.428 1074 1079 1085 rVV2 292932 479836 2.13% 0.741%
33 9.534 1090 1097 1100 rVvv4 85235 178286 ©.79% 0.275%
34 9.563 1100 1102 1109 rVV2 69055 94587 0.42%  0.146%
35 9.639 1109 1115 1121 rVB4 125206 206469 ©.92% 0.319%

36 9.704 1121 1126 1134 rBV6 86628 212337 ©0.94% 0.328%

SFAM-EPA-BG@92524.MA.M Thu Sep 26 17:22:24 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc :

ALS Vvial : 20 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-BG092524.MA.M
Title : SVOA CALIBRATION
37 9.786 1136 1140 1145 rVvv3 131131 203497 0.90% 0.314%
38 9.833 1145 1148 1152 rVV5 24920 47361 0.21% ©0.073%
39 9.886 1152 1157 1167 rVB4 77524 143378 0.64% 0.222%
40 10.045 1175 1184 1187 rBVS5 59820 131454 0.58% 0.203%
41 10.274 1212 1223 1228 rVB6 71233 165926 ©.74%  0.256%
42 10.333 1228 1233 1237 rBv4 46558 73389 0.33% 0.113%
43 10.632 1277 1284 1291 rVV2 790192 1487036 6.61% 2.298%
44 10.685 1291 1293 1299 rVB2 137200 211057 ©.94% 0.326%
45 10.767 1299 1307 1315 rBV4 246768 510320 2.27% 0.788%
46 10.908 1325 1331 1337 rVV2 200370 379575 1.69% 0.586%
47 10.955 1337 1339 1344 rVV4 64364 97688 0.43% 0.151%
48 11.020 1344 1350 1358 rVB2 254717 423060 1.88% 0.654%
49 11.143 1363 1371 1380 rBV3 127048 250783 1.11% 0.387%
50 11.467 1421 1426 1431 rBvVS8 22267 46861 0.21% 0.072%
51 11.531 1431 1437 1440 rVV6 42598 89811 0.40% 0.139%
52 11.590 1443 1447 1453 rVWV3 86524 152342 0.68% 0.235%
53 11.666 1456 1460 1467 rVB5 71368 120443 0.54% 0.186%
54 11.872 1490 1495 1498 rBV4 35885 69643 0.31% 0.108%
55 12.054 1520 1526 1530 rVV3 60546 82964 0.37% 0.128%
56 12.101 1530 1534 1538 rVB2 54427 75927 0.34% 0.117%
57 12.183 1543 1548 1554 rVB2 153382 248981 1.11% 0.385%
58 12.301 1560 1568 1576 rVB 177839 353011 1.57% 0.545%
59 12.401 1580 1585 1591 rBV 72269 144832 0.64% 0.224%
60 12.477 1591 1598 1602 rVV6 119323 305282 1.36% 0.472%
61 12.518 1602 1605 1610 rVVv2 113183 181276 ©.81% 0.280%
62 12.659 1624 1629 1631 rBV6 34186 52917 0.24% 0.082%
63 12.736 1637 1642 1645 rBV3 76071 119282 0.53% 0.184%
64 12.824 1653 1657 1660 rBV5 39269 58514 0.26% 0.090%
65 12.900 1664 1670 1680 rVB3 147700 274953  1.22% 0.425%
66 12.994 1680 1686 1691 rBv4 60848 114817 0.51% 0.177%
67 13.053 1691 1696 1701 rVV2 218710 329998 1.47% 0.510%
68 13.229 1718 1726 1731 rBV 274744 428556 1.90% 0.662%
69 13.306 1736 1739 1745 rVV5 59564 133156 0.59% 0.206%
70 13.370 1745 1750 1756 rVV6 66793 138345 0.61% 0.214%
71 13.441 1758 1762 1766 rVV2 250486 375778 1.67% 0.581%
72 13.535 1769 1778 1785 rVB4 269460 645285 2.87% 0.997%
73 13.664 1790 1800 1806 rBv4 159937 386863 1.72%  0.598%
74 13.746 1808 1814 1819 rVV 522699 809495 3.60% 1.251%
75 13.805 1820 1824 1826 rVV2 85164 152612 ©.68% 0.236%

76 13.834 1826 1829 1835 rVv4 131482 308175 1.37% 0.476%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc :

ALS Vvial : 20 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-BG092524.MA.M
Title : SVOA CALIBRATION

77 13.887 1835 1838 1843 rVV 117975 187460 ©.83% 0.290%
78 13.987 1850 1855 1859 rVVW2 55967 106800 ©0.47% 0.165%
79 14.034 1859 1863 1867 rVVeé 48586 93764 0.42% 0.145%
80 14.134 1877 1880 1883 rVV3 49481 75866 ©0.34% 0.117%
81 14.175 1883 1887 1889 rVVv2 123584 192424 0.86% 0.297%
82 14.210 1889 1893 1903 rVV2 475034 925136 4.11% 1.429%
83 14.293 1903 1907 1911 rW 126398 183223 0.81% 0.283%
84 14.487 1933 1940 1946 rVB 718771 1093609 4.86% 1.690%
85 14.727 1977 1981 1986 rVB6 26527 53918 0.24% 0.083%
86 14.810 1986 1995 2000 rBV9 39257 105838 0.47% 0.164%
87 14.992 2023 2026 2029 rBV6 33970 50635 ©0.23% 0.078%
88 15.027 2029 2032 2036 rVV3 117659 185449 0.82% 0.287%
89 15.068 2036 2039 2041 rVvV2 155561 215320 0.96% 0.333%
90 15.115 2041 2047 2058 rVB 4300566 6571833 29.21% 10.154%

91 15.480 2104 2109 2114 rBV 162973 250860 .11%  ©.388%
92 15.562 2116 2123 2126 rBV8 33425 47759 .21%  0.074%
93 15.621 2126 2133 2138 rVV2 351256 552815 2.46%  0.854%
94 16.901 2343 2351 2362 rBV 14364969 22500145 100.00% 34.764%
95 17.236 2402 2408 2415 rBV 1206734 1764254 7.84%  2.726%

[0

96 17.330 2418 2424 2430 rVV 230835 365004 1.62% 0.564%
97 19.628 2809 2815 2821 rBV 321600 471348 2.09% 0.728%
98 21.484 3124 3131 3139 rBV 1544734 2402406 10.68% 3.712%
99 24.310 3604 3612 3621 rBB2 165412 417858 1.86% 0.646%
100 24.522 3638 3648 3661 rBV 959513 2527309 11.23% 3.905%

Sum of corrected areas: 64722730
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
BGO63052.D

: 26 Sep 2024 3:54

: RC/JU

: P3879-17DL 10X

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 2,3-Hexanedione Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
4.316 5.78 ng/ul 136209 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Hexanedione 114 C6H1002 003848-24-6 58
2 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 58
3 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 53
4 4-Heptanone 114 C7H140 000123-19-3 53
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 53
Abundance Scan 209 (4.316 min): BG063052.D\data.ms (-203) (-) m/z 43.10 100.00%
5000
R EREEEEREEESS
12 2211 287.1 3732 4622 530.1 400 4.20 4.40 4.60

obbpcber b 2211 2871 373.2 4622 5301 nmyz 71.10  44.68%

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

Abundance #8120: 2,3-Hexanedione

43.0
5000 L L B L L L R

4.00 4.20 4.40 4.60
m/z 41.10 35.82%

‘ ‘ 114.0

0‘\\\f‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8578: 3-Pentanone, 2,4-dimethyl-
43.0
\\‘\\\A\‘\\\\‘\\\\‘\\\\‘
4.00 4.20 4.40 4.60
5000 ITI/Z 39.20 19.46%
114.0
om“pum"“"‘_""""‘wwwww_m_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8562: 3-Pentanone, 2,4-dimethyl-
43.0 4.00 4.20 4.40 4.60
m/z 114.20 9.85%
5000
1 114.0
oWH_m_“‘Wm‘mWm‘mWm‘mwmwm‘ st e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 o-Xylene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.503 5.43 ng/ul 127977 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 90
2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 87
3 o-Xylene 106 C8H1e 000095-47-6 87
4 o-Xylene 106 C8H1e 000095-47-6 83
5 p-Xylene 106 C8H10 000106-42-3 81
Abundance Scan 411 (5.503 min): BG063052.D\data.ms (-404) (-) m/z 91.10 100.00%
91.1
5000
AR AR RN
s [l 1006 3072 ses2 530. 520540560 5.80
o2 Lbad, 1906 8072 3952 8800 nz 106.10  49.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5729: 0-Xylene
91.0
5000 u‘u‘u/\‘uu‘uu‘uu‘
5.20 5.40 5.60 5.80
m/z 105.10 20.07%
O‘\z\?\.?’{\!”\lh ‘“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5.20 5.40 5.60 5.80
5000 m/z 77.20 16.03%
L O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5719: o-Xylene
91.0 5.20 5.40 5.60 5.80
m/z 39.10 14.62%
5000
0L 2T ke
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 p-Xylene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.873 7.10 ng/ul 167327 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 o-Xylene 106 C8H10 000095-47-6 76

2 p-Xylene 106 C8H1e0 000106-42-3 76

3 p-Xylene 106 C8H10 000106-42-3 76

4 o-Xylene 106 C8H10 000095-47-6 76

5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 76

Abundance Scan 474 (5.873 min): BG063052.D\data.ms (-468) (-) m/z 91.05 100.00%
91.0

5000 /\
\

5.60 5.80 6.00 6.20

39.1 4 207.1 284.0 351.8 428.848L.

O ettt e o e T T e m/z 106.10  45.90%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5719: o-Xylene
91.0
5000 \\H‘HH‘HH‘HH‘HH

5.60 5.80 6.00 6.20
m/z 105.10 14.02%

il

H‘H“ru (L LA BN LA B LA B LN

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5724 p-Xylene

91.0 j\

5.60 5.80 6.00 6.20

o

5000 ITI/Z 77.10 11.56%
39.0 ‘
0 HJ“L}\M‘”“““‘\HH_‘H_m_m,wu_m_m_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5726: p-Xylene
91.0 5.60 5.80 6.00 6.20
m/z 79.00 9.71%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 Benzene, (1-methylethyl)- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.355 4.33 ng/ul 102053 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 64
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 64
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 58
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 58
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 53

Abundance Scan 556 (6.355 min): BG063052.D\data.ms (-550) (-) m/z 105.10 100.00%
105.1

5000 K
N l 6.00 6.20 6.40 6.60
221.3 . : : : :
o M“‘“I“'J- i 2 STLL 450587100 10 26.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10713: Benzene, (1-methylethyl)-
105.0
5000 L L
6.00 6.20 6.40 6.60
m/z 69.10 24.05%
39.
O‘\\HJ\J‘PIM\“TT‘[J\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10714: Benzene, (1-methylethyl)-
105.0
6.00 6.20 6.40 6.60
5000 m/z 43.20 19.75%

b

3

0 H e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 41.05 19.23%
5000
i
A SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BG@63052.D

Acqg On : 26 Sep 2024 3:54

Operator : RC/JU

Sample : P3879-17DL 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M
: SVOA CALIBRATION

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

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

Peak Number 5 Benzene, propyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
6.837 5.40 ng/ul 127339 1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 68
2 Benzene, propyl- 120 C9H12 000103-65-1 64
3 .beta.-Alanine, N-(phenylmethyl)... 207 C12H17NO2 023583-21-3 59
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59

5 Acetamide, 2-(4-benzyloxyphenoxy... 347 C22H21NO3 1000259-31-8 47

Abundance Scan 638 (6.837 min): BG063052.D\data.ms (-631) (-)
911

o)

39 2 2| 6.60 6.80 7.00 7.20
I

Ofrrrh e d ot 15842100 2956 386.3 4535 ' m/z 120.10  30.95%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10700: Benzene, propyl-
91.0
. A

5000 .
6.60 6.80 7.00 7.20

m/z 65.20 11.40%

3901 ‘
\\‘\L““\“\“\"l\\‘\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10702: Benzene, propyl-

91.0

6.60 6.80 7.00 7.20

m/z 91.10 100.00%

o

5000 ITI z 92.10 9.24%
39.0
0 H”bf»m SRS SRS SRR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83831: .beta.-Alanine, N-(phenylmethyl)-, ethyl ester
91.0 6.60 6.80 7.00 7.20

m/z 39.20 5.51%

m/z--> 0

50 100 150 200 250 300 350 400 450

5000 J\
0 291\01 ‘uu i U\ 206.0 /\/K/\“

6.60 6.80 7.00 7.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:33 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.942  23.39 ng/ul 551261 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 656 (6.942 min): BG063052.D\data.ms (-649) (-) m/z 105.10 100.00%
105.1
5000

6.60 6.80 7.00 7.20

ol Sl 72 37084321 5055 13010 34.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ARANRARES AREE RARRER
6.60 6.80 7.00 7.20
m/z 91.10 12.06%
39.0
0\H”*W“njw”“w“w“‘w“H\“H\“H\‘H‘\‘H‘\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
G.G‘SO 6.‘80 7.60 7.’20 |
5000 ITI/Z 77.10 11.74%
39.0
0\HhLW“hAw”‘w“‘w“‘w“ww“ww“ww‘w‘\‘w‘\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10722: Benzene, 1-ethyl-2-methyl- ‘_“WA‘H“H‘,H“‘
105.0 6.60 6.80 7.00 7.20

m/z 103.10 9.03%

5000
39.0 ‘
0 | L L h \ VAl I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:34 2024 Page: 10



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
BGO63052.D

: 26 Sep 2024 3:54
: RC/JU
: P3879-17DL 10X

: 20 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number

7 Benzene, 1,2,3-trimethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.242  19.42 ng/ul 457771  1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 87
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
Abundance Scan 707 (7.242 min): BG063052.D\data.ms (-698) (-) m/z 105.10 100.00%
105.1
5000
51.1 \ ‘ 63 7.00 7.20 7.40 7.60
Ofrrrbbddd lok 2070 2016 355.3 416.3 490+ ./, 176,20  33.62%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
7.00 7.20 7.40 7.60
m/z 91.10 15.28%
39.0
O’\\\\J\‘ihf“\mJ“T”‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.10 12.58%
39.0 \
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 11.31%
5000 /\
51.0 ’ A
o,uu‘NW“LLuH“H‘,H“_“W‘H“H“_“w“u‘ S UL Y
m/z--> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:35 2024

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.277 58.17 ng/ul 1370900 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 64
2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 50
3 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 50
4 3-Ethyl-3-methyl-2-pentanol 130 C8H180 066576-22-5 47
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 46

Abundance Scan 713 (7.277 min): BG063052.D\data.ms (-709) (-) m/z 43.10 100.00%

43.1
5000

7.00 7.20 7.40 7.60

o_u‘M‘_H"1‘7‘5“3_‘“2‘6?“5“wﬁ?“?‘l‘”“‘??‘?ﬁl‘?ﬁ m/z 58.10  49.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
7.00 7.20 7.40 7.60
m/z 85.10 44.,75%
||} fos0
0 ! “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
e
7.00 7.20 7.40 7.60
5000 ITI z 69.10 42.42%
o_‘”“‘"H‘7‘9”‘_H‘_‘H‘H‘“wwwwwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy] T e e e e
43.0 7.00 7.20 7.40 7.60

m/z 41.10 37.94%

5000
01.0 Jt
0 HH\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:36 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.501 35.91 ng/ul 846340 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 751 (7.501 min): BG063052.D\data.ms (-743) (-) m/z 105.10 100.00%

105.1

-

5000
51.0 7.20 7.40 7.60 7.80
Of o bpid [l 1744 287.9  314.93701 434.0 500. /7 156 10  41.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10692: Mesitylene
105.0
5000
7.20 7.40 7.60 7.80
m/z 91.10 11.57%
51.0
O‘\\\J\i\‘l\l‘\‘m\\“\u\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 119.10 10.78%
39.0

o

L
T

rad
R R B e RAEEEEEE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 j\
Abundance #10715: Benzene, 1,2,3-trimethyl- UM NSRS VMM A
105.0 7.20 7.40 7.60 7.80

m/z 77.10 9.62%

5000

39.0
o) M JL J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80

=

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:37 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.912  22.23 ng/ul 523866 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64

4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 47

Abundance Scan 821 (7.912 min): BG063052.D\data.ms (-816) (-) m/z 57.10 100.00%

57.1
5000

=

‘ 112.2 ) 7.60 7.80 8.00 8.20
112216742000 3020 3927 4%0: 0740 65 54,63

Oty
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 J‘
7.60 7.80 8.00 8.20
m/z 55.10  37.30%
1 s
O\\\Wl[\“\“\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15686: 2-Propyl-1-pentanol
57.0
7.60 7.80 8.00 8.20
5000 ITI/Z 43.10 33.40%
} |112.0
o o N ———
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #15693: 2-Propyl-1-pentanol
57.0 7.60 7.80 8.00 8.20
m/z 83.20 31.34%
5000
o L1l
m/z--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:38 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.965 22.48 ng/ul 529932 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 70
2 Mesitylene 120 C9H12 000108-67-8 62
3 Mesitylene 120 C9H12 000108-67-8 62
4 Mesitylene 120 C9H12 000108-67-8 58
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 58
Abundance Scan 830 (7.965 min): BG063052.D\data.ms (-826) (-) m/z 105.10 100.00%
105.1
5000
s RARAREEEEREEL
39.1 ‘ 7.60 7.80 8.00 8.20
Okl gl 2070 2840 8760 5067 ., 120.10  44.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 L L B L LN B

7.60 7.80 8.00 8.20
m/z 83.10 33.32%

39.0
O‘\\HJ\J‘“\”\“\\“J\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10691: Mesitylene
105.0
7.60 7.80 8.00 8.20
5000 ITI z 91.05 13.85%
390‘
) VPN I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10694: Mesitylene
105.0 7.60 7.80 8.00 8.20
m/z 77.05 11.41%
5000
39.0 L]
] e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:39 2024 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Titl

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
BGO63052.D

Sep 2024  3:54

: RC/JU
: P3879-17DL 10X

. 20

e

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8112 3.44 ngiul 81083 1,4-Dichlorobenzene-dd  7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4,4-dimethyl-, (2)- o8 c7H1a 000762-63-6 49

2 Silacyclobut-2-ene, 1,1-dimethyl- 98 C5H10Si 066222-35-3 49
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 49
4 1H-Pyrazole, 4,5-dihydro-5,5-dim... 98 C5H1@N2 004320-85-8 47

5 2-Cyclohexen-1-one, 3,5-dimethyl... 153 C9H15NO 056336-06-2 47

Abundance Scan 855 (8.112 min): BG063052.D\data.ms (-850) (-) m/z 83.10 100.00%
3.1

9.

F:::::::::,

5000
R R
H ‘ 1852 p45 3397 494 7.80 8.00 8.20 8.40
O‘MM“‘J““\“J“\“M‘Mwu““"H“‘:‘uu‘HMH‘mwuu_m‘\"\ m/z 43.10 82.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3814: 2-Pentene, 4,4-dimethyl-, (2)-
83.0
5000
7.80 8.00 8.20 8.40
27 m/z 125.10 68.08%
O‘\\MWW““\‘L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3469: Silacyclobut-2-ene, 1,1-dimethyl-
83.0

7.80 8.00 8.20 8.40
5000 m/z 98.20 66.33%

29%0

o

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3784: 2-Pentene, 2,4-dimethyl-
83.0 7.80 8.00 8.20 8.40
m/z 69.10 48.71%
5000
27.
OII“L R R B o e AN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:40 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzene, cyclopropyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.223 10.62 ng/ul 250236 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
2 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 64
3 Deltacyclene 118 C9H10 007785-10-6 64

4 Deltacyclene 118 C9H10 007785-10-6 59
5 Thiazole, 4-(4-nitrophenyl)-2-(3... 354 C18H14N202S2  299921-08-7 50

Abundance Scan 874 (8.223 min): BG063052.D\data.ms (-868) (-) m/z 117.05 100.00%

117.1

-

5000
39.1 8.00 8.20 8.40 8.60
O prrrbfibpic b 2989 268.0 33253919 5149 'y 7 118.20  48.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 u%ﬁuu‘uu‘\%u‘\u
8.00 8.20 8.40 8.60
51.0 m/z 115.20 37.61%
O‘\\‘l\‘\“”f‘“\lﬂ\“f‘[l\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10198: Benzene, cyclopropyl-
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.20 13.69%
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10184: Deltacyclene
117.0 8.00 8.20 8.40 8.60
m/z 89.10 7.57%
5000
39.0
om“‘J S ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:42 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 14 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.276 90.68 ng/ul 2137160 1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 72
Abundance Scan 883 (8.276 min): BG063052.D\data.ms (-877) (-) m/z 83.10 100.00%

83.1
5000
140.2

8.00 8.20 8.40 8.60

- ‘ Irads 11, 19992505 3716 M565081 niy 69.05  43.36%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L B B B L

8.00 8.20 8.40 8.60
m/z 55.10 32.61%

140.0
|||
‘\\‘l\\’\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0

8.00 8.20 8.40 8.60

o

5000 m/z 41.10 32.02%
H 140.0
o_Jm,mH_“H,mWm‘mwH_m,w_wm
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.00 8.20 8.40 8.60

m/z 140.15 31.62%

5000
140.0
0 H Ll | | ‘

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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.323  26.88 ng/ul 633475 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 49
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 45
3 2-Pentanone, 5,5'-oxybis- 186 C10H1803 093677-66-8 43
4 Nonane, 5-methyl- 142 C1eH22 015869-85-9 38
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 38
Abundance Scan 891 (8.323 min): BG063052.D\data.ms (-887) (-) m/z 43.10 100.00%
3.1 i
5000
‘ | »1 8.00 8.20 8.40 8.60
ob il b, 1931 26853270 4058 4891 ... 5g1p  37.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
5000
8.00 8.20 8.40 8.60
m/z 71.05 35.52%
| feso
O‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0

8.00 8.20 8.40 8.60
5000 m/z 85.10 28.26%

I}Logo
ol b e b e e e

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

=

Abundance #60428: 2-Pentanone, 5,5'-0xybis-
43.0 8.00 8.20 8.40 8.60
m/z 84.05 23.16%
5000
o“““’“,,,
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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.488 13.71 ng/ul 323030 1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 87
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 87

Abundance Scan 919 (8.488 min): BG063052.D\data.ms (-909) (-) m/z 119.10 100.00%

119.1
5000 M
R A RmmasE
411 H | 766 8.20 8.40 8.60 8.80
ol bbbl L} 2706 4215 498 /7 134.20  49.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 91.10 45.98%
39.0
O‘\\‘\l\“h\h\\h\L‘”l\“ WJ\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
8.20 8.40 8.60 8.80
5000 ITI/Z 105.05 41.01%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.05 17.96%
5000
39.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 Benzene, 1-methyl-3-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.646 9.52 ng/ul 224387 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 55
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 55
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 55
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 55
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 49
Abundance Scan 946 (8.646 min): BG063052.D\data.ms (-939) (-) m/z 105.10 100.00%
105.1

5000 /\AJ\/\ .

l‘} 1 188.8 2615 341.0 475. 8.40 .60 8.80 .00
"‘u‘m‘Mm""c_""‘;",mew_m_m; m/z 57.10 33.29%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17053: Benzene, 1-methyl-3-propyl-
T M

o

5000 L L L L I O B
8.40 8.60 8.80 9.00
m/z 85.20 29.13%
39.0
0 \\‘\‘\“\l‘\“‘\J"\‘\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
8.40 8.60 8.80 9.00
5000 m/z 134.20 22.09%
510, | ‘
0 ‘mh{umkw‘“‘_""‘H““‘w““_““‘u““‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17052: Benzene, 1-methyl-4-propyl- H“‘H““H“‘H‘VAH
105.0 8.40 8.60 8.80 9.00
m/z 58.10 15.63%
5000
SlO‘H
Y B S,
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 19 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 20

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

8.799 6.89 ng/ul 162326 1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 87
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 87
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 87
Abundance Scan 972 (8.799 min): BG063052.D\data.ms (-965) (-) m/z 119.10 100.00%

119.1

B

.,

5000 /\
R AR AR A RdAR

39.0 \ ! 8.40 8.60 8.80 9.00 9.20
| hnl\wlh.imm\ ..
AR

206.9 283.3341.0 452.8 534,

04+ e SRR RS m/z 134,05 36.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 /\A
8.40 8.60 8.80 9.00 9.20
m/z 91.10 21.44%
39.0 | \ \
O‘\\‘\J\‘f\l\‘\\‘l\\ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 120.10 12.62%
39.0 \
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 105.10 12.33%
5000
410 \
(O o o L N R N A N N ARmA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.840 11.03 ng/ul 259992  1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanal N-methyl-N-formylhydra... 156 C8H16N20 057590-22-4 43
2 2-Methoxy-2-methylbut-3-ene 100 C6H120 040426-44-6 38
3 Neopentyl isobutyl ketone 156 C10H200 040239-19-8 37
4 Chrysantenyl 2-methuylbutanoate 236 C15H2402 053820-13-6 35
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 22
Abundance Scan 979 (8.840 min): BG063052.D\data.ms (-975) (-) m/z 57.10 100.00%
57.1
119.1
5000
' 8.608.809.00 9.20
‘ LAl (1890 2871 4445 518, S S e
0l LI T P e T m/z 85.10  95.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33621: n-Hexanal N-methyl-N-formylhydrazone
85.0
5000
8.60 8.80 9.00 9.20
m/z 41.15 70.04%
‘ ‘ 156.0
O‘\\\\‘\\\\‘\‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4410: 2-Methoxy-2-methylbut-3-ene
85.0
A AR
8.60 8.80 9.00 9.20
5000 m/z 58.00 68.50%
0 'Nm‘,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32920: Neopentyl isobutyl ketone
57.0 8.60 8.80 9.00 9.20
m/z 119.10 66.38%
5000
[y = | |
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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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-2,4-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.952 11.06 ng/ul 260652 1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 81
2 p-Cymene 134 C1eH14 000099-87-6 81
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 81
4 p-Cymene 134 C1eH14 000099-87-6 81
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 81

Abundance Scan 998 (8.952 min): BG063052.D\data.ms (-989) (-) m/z 119.10 100.00%

L.

=

5000
43.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ | ‘ 8.60 8.80 9.00 9.20
obLdullgl] 1877 2609 3494 4358 S8 i34 o0 57409
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 /\}\
5000 /\)\,’
8.60 8.80 9.00 9.20
m/z 43.10 24.07%
10| |
0‘\\'1J\‘ih\”\|\‘1’“\\ f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16993: p-Cymene
119.0
R RRRREEN
8.60 8.80 9.00 9.20
5000 m/z 91.10 16.78%
39.0 ‘
O‘umM#MAAWN‘m““w“‘w““_“‘_“‘_““H“‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 58.00 13.92%
5000
0 \ | ‘
0 el e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:22:49 2024 Page: 24



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 22 Hexanoic acid, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.193  25.15 ng/ul 592737 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 56
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
5 Heptanoic acid, 2-ethyl- 158 CSH1802 003274-29-1 53
Abundance Scan 1039 (9.193 min): BG063052.D\data.ms (-1024) (-) m/z 73.10 100.00%
3.1
5000 /tw
R e e A RA R
M “4330 2052 2875 4100 4882 8.80 9.00 9.20 9.40 9.60
ol H""lu‘_"‘_"W"W"W‘35‘1‘4“_”““““_” m/z 88.10  73.80%
m/z--> O 100 150 200 250 300 350 400 450 500
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
5000 [T T T T T
8.80 9.00 9.20 9.40 9.60
“ m/z 41.10  29.41%
O‘\\W‘\““\Q\‘\J\{\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
e RRama AT
8.80 9.00 9.20 9.40 9.60
5000 m/z 55.10 28.03%
Y 77T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24098: Hexanoic acid, 2-ethyl- A
73.0 8.80 9.00 9.20 9.40 9.60
m/z 57.10  25.49%
5000
Aol gans
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 unknown-@3 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.428 6.45 ng/ul 479836  Naphthalene-d8 10.638

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Acetyl-5-methyl-1,3-dihydro-2H... 140 C6H8N202 053064-61-2 49
2 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 45
3 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 43
4 2-Hydroxy-3-propyl-2-cyclopenten... 140 C8H1202 025684-04-2 42
5 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 30

Abundance Scan 1079 (9.428 min): BG063052.D\data.ms (-1074) (-) m/z 69.10 100.00%
69.1

5000 140.2

3

| H 9.20 9.40 9.60 9.80
il o

L 22402784 3826 4782 /7 s5.e5  93.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21002: 4-Acetyl-5-methyl-1,3-dihydro-2H-imidazol-2-one
140.0

o

3

42.0
5000 L B I L I LN B
9.20 9.40 9.60 9.80
| ‘ m/z 83.10 76.63%
O‘H\'\'““\[HL‘\‘I\”\ [T T T[T T T T[T T T T[T T T T[T T T T[T T T T [ TTTT 7T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7595: 3-Hexene, 2,3-dimethyl-
55.0
9.20 9.40 9.60 9.80
5000 m/z 41.10 66.46%
112.0
OMJ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7580: 3-Hexene, 2,3-dimethyl- o RRRERREEEEC SRR
55.0 9.20 9.40 9.60 9.80
m/z 111.10 58.95%
5000
112.0
0"””’
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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.

9.635  2.78 ng/ul 206469 Naphthalene-ds 16.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Heptene, 2-methyl- 112 C8H16 015870-10-7 46
4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 45
clopentane, methyl- 84 C6H12 000096-37-7 43
Undecene, 2-methyl- 168 C12H24 018516-37-5 43
xirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43

uipHh wWN R
OFrRrNONPRFR
1< -

Abundance Scan 1115 (9.639 min): BG063052.D\data.ms (-1109) (-) m/z 56.10 100.00%

56.1
5000
111.2

e
9.50 10.00

¥

MJ“M |185.1 291.6 363.8 471,

o“‘ﬂwkkﬂw b e e e e m/z 69.05 48.72%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7553: 1-Heptene, 2-methyl-
56.0
5000 hsp

=
9.50 10.00
m/z 57.10 39.13%

’ } 112.0
0\H‘*UFW”!‘\"‘!""!‘H‘vHH!HH!HH!HH!W
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

5000 m/z 41.10 37.65%
‘ 111.0
o’\,‘.x,w,lg?-o,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1682: Cyclopentane, methyl- T T
56.0 9.50 10.00

m/z 55.05  28.13%

Ll MJWU

A o o A B R B E s T T
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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.767 6.86 ng/ul 510320 Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 154 C1@H180 059471-80-6 83
2 Cyanamide, dibutyl- 154 CO9H18N2 002050-54-6 74
3 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 53
4 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 53
5 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 53
Abundance Scan 1307 (10.767 min): BG063052.D\data.ms (-1299) (- | m/z 111.10 100.00%
55.1111.1
5000
. maw
M Ii 1854 267.0 355.3413.4 508.4 1050 11.00
0 HﬁﬂwjﬂAﬂhh‘u]‘u‘_‘Rw“H‘ﬁ“wﬁu“u“ﬁ“_ m/z 55.10 91.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31187: Cyclohexanone, 2-methyl-5-(1-methylethyl)-
55.0 111.0
5000 o —
10.50 11.00
m/z 69.05 87.01%

OT‘[JH‘%“!“ I’l’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32296: Cyanamide, dibutyl-
69.0

P
10.50 11.00

5000 m/z 41.10 68.22%
154.0
ok b LUl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43614: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-, e —
111.0 10.50 11.00

m/z 39.05 36.08%

55.

5000
‘ ‘ 168.0
TT |

prosphey 4
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 28 unknown-04 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.020 5.69 ng/ul 423060 Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 42
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 30
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 27
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
Abundance Scan 1350 (11.020 min): BG063052.D\data.ms (-1344) (- | m/z 56.05 100.00%
56.0
5000
1111
R \
11.00
199.3 ‘
owimJl'l}28Q°4398511‘ m/z 69.10  43.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
5000 — :
11.00
m/z 71.10 40.64%
0 W \A 1280
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
T 1
11.00
5000 m/z 41.10 39.18%
111.0
o‘”m‘a‘w”?-o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3742: 1-Hexene, 2-methyl- = ‘
56.0 11.00
m/z 55.10  33.40%
- M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
BGO63052.D

: 26 Sep 2024 3:54
: RC/JU
: P3879-17DL 10X

. 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.

12.183  3.35 ng/ul 248981 Naphthalene-ds 16.638

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C1oH20 062338-08-3 53
2 4-Ethyl-2-hydroxycyclopent-2-en-... 126 C7H1002 028017-62-1 50
3 Cyclopentanecarboxylic acid, cyc... 168 C1OH1602 1000282-76-8 50
4 1-Hexyne, 3-ethoxy-3,4-dimethyl- 154 C10H180 054244-91-6 50
5 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 30

Abundance Scan 1548 (12.183 min): BG063052.D\data.ms (-1543) (- | m/z 97.10 100.00%
7.1

9
43.1
5000

1200 12.50
153.0207.0 459.9 518,
o bk [F50207:0 2664 330.3386.2 4599518, 6o 19 97.08%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl-
558.0

5000 1
12.00 12.50
m/z 43.10 71.89%

140.0
WJMMLAW"‘!W“‘\”"!‘”‘\“”\“‘W““U“‘\”‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #12813: 4-Ethyl-2-hydroxycyclopent-2-en-1-one
97.0

7
12.00 12.50

o

5000 41.0 ITI/Z 55.10 53.77%
o‘ N ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43124: Cyclopentanecarboxylic acid, cyclobutyl ester T 7
69.0 12.00 12.50
m/z 141.05 47 .25%
5000
m/z--> 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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 34 Cyclododecanol Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
13.053 6.04 ng/ul 329998  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanol 184 C12H240 001724-39-6 50
2 Bicyclo[3.1.0]hexan-2-one, 3,3,6... 138 C9H140 053966-40-8 47
3 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 43
4 Isophorone 138 C9H140 000078-59-1 43
5 8-Oxabicyclo[3.2.1]oct-6-en-2-on... 166 C10H1402 058705-36-5 43

Abundance Scan 1696 (13.053 min): BG063052.D\data.ms (-1691) (- | m/z 82.10 100.00%
82.1

5000
180.2
‘ \ 13.00
o bbbl LLL 1| 2705327.0 4407 506. ./, 18 20  22.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58904: Cyclododecanol
82.0
5000 \AMM\ ‘ \“ﬁj\/\"/\\ i
13.00
m/z 109.10 19.16%
T
AT

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #20291: Bicyclo[3.1.0]hexan-2-one, 3,3,6-trimethyl-

82.0 AA
T 1
13.00
5000 ITI/Z 81.10 17.03%
Ps&o
 E T S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1310: 1H-Pyrazole, 1-methyl- T ‘
82.0 13.00
m/z 41.10 12.37%
5000
28.0
0H|‘1‘J\“m\\H‘\\\\‘H\\‘\\\W\\\‘\m‘uu‘uu‘mwu —T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\

Library Search Compound Report

Data File : BG@63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 35 Propanoic acid, 2-methyl-, Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.229 7.84 ng/ul 428556  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 50
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 45
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 42
4 Propanoic acid, 2-methyl-, octyl... 200 C12H2402 000109-15-9 39
5 2-Butynoic acid, 3-trimethylsily... 186 C8H1403Si 1000153-91-7 33

Abundance Scan 1726 (13.229 min): BG063052.D\data.ms (-1718) (- | m/z 89.05 100.00%

89.0
5000

| 173.1 1300  13.50
L | 28383464 4518 5231 ' nm/z s6.05  94.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0

5000 R
13.00 13.50
m/z 71.10 77 .89%

27.
!HmmfLLV‘H&Z%%‘H‘M‘H\H‘W‘H‘M‘H!H‘W‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24133: Butanoic acid, butyl ester
71.0

e
13.00 13.50
5000 m/z 43.10 71.45%

. | 144.0
T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94128

50/
iy
: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex T
71.0 13.00 13.50
m/z 41.10  45.55%

5000
¢ " 143.0
Ll allL

0tk e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50

o

o

o
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092524\

Data File : BG@63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 38 Propanoic acid, 2-methyl-, Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.441 6.87 ng/ul 375778  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 59
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 59
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 59

Abundance Scan 1762 (13.441 min): BG063052.D\data.ms (-1758) (- | m/z 71.10 100.00%
71.1
- HQVWWAVA,ﬂ\WJVNALA
P
| ‘ | ‘ 1432 9212281.1338.0 400.7 463.8 543, 13.50
O b e T P ooy m/z 43.10  58.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #47131: Propanoic acid, 2-methyl-, hexyl ester
43.0
5000 LN
13.50
m/z 56.10 46.19%
\” “ ‘ ‘ w%LO\
0\1\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24297: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
13.50
5000 ITI/Z 69.10 34.14%
R —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24238: Propanoic acid, 2-methyl-, butyl ester —
43.0 13.50
m/z 89.05 28.62%
5000 JL
[l o
oo e M
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 39 2,6-Pyridinediamine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.535 11.80 ng/ul 645285  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 59
2 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 59
3 Cyclopentane, (2-methylbutylidene)- 138 C10H18 053366-54-4 58
4 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 52
5 1-Propanone, 1-(5-methyl-2-furan... 138 C8H1002 010599-69-6 50
Abundance Scan 1778 (13.535 min): BG063052.D\data.ms (-1769) (- | m/z 109.10 100.00%
109.1
5000 Jk
Ao LA

I
41.1 13.50

L L L’kﬁ;B 222.7 280.6 334.5 401.7 469.
el

O frrr el b e e T e e m/z 82.10 41.25%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6242: 2,6-Pyridinediamine
109.0
5000
13.50
m/z 138.20  19.15%
55.0
O\\‘“\“h}"”\“h\\‘J‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6245: Pyridine-2,4-diamine
109.0
et L :
13.50
5000 ITI/Z 81.10 9.32%
54.(“
0 HU\“,“”\"“HW A
m/z--> 0 50 100 150 200 250 300 350 400 450 M”MNJRM
Abundance #19499: Cyclopentane, (2-methylbutylidene)- P prui!
109.0 13.50
m/z 110.00 9.14%
5000
55.
ol Ll
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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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@ unknown-@5 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.664 7.07 ng/ul 386863  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 47
2 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 38
3 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 38
4 2H-Pyrazolo[3,4-c]pyridin-3-amin... 138 C6H10ON4 1000362-58-3 38
5 Imidazole-4-carboxylic acid, 2-a... 155 C6H9N302 149520-94-5 38

Abundance Scan 1800 (13.664 min): BG063052.D\data.ms (-1790) (- | m/z 109.10 100.00%
109.1

5000
SN N, W
41.2 M , so7a 0. 1350 14.00
Ol b §62:2223.5 297.4 38684469 5290 . gy 19 39.80%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6245: Pyridine-2,4-diamine
100.0
5000 ‘A/\?"/\ T J\\A[\/\”‘””‘“

13.50 14.00
m/z 156.20  24.00%

41.
W‘L®ﬁdl’\“‘W“‘W“W‘“W“‘W“‘W“‘W“‘W“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6234: 2,6-Pyridinediamine /\ j\x
109.0
NIALIG.Y

o

13.50 14.00
5000 m/z 141.05 20.90%
39.0
O
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6233: 2,3-Pyridinediamine
109.0 13.50 14.00
m/z 138.05 18.61%
5000
28.0‘
O‘HL‘\\“,”\“H\‘\“ R A e B N N N S s R
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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Butanoic acid, butyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.746  14.80 ng/ul 809495  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 91
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 83
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 72
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 72

Abundance Scan 1814 (13.746 min): BG063052.D\data.ms (-1808) (- | m/z 89.10 100.00%

89.1 jk
5000
a /

‘173.1 13.50 14.00
\

Lo LLI7 2432 3209 4219 836 ce 16 o1.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24133: Butanoic acid, butyl ester
71.0
5000

13.50 14.00
m/z 71.10 90.62%

‘lL‘144.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
39.0

e
13.50 14.00

o

o

5000 m/z 43.05 62.96%
27.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47011: Butanoic acid, hexyl ester = =
71.0 13.50 14.00

m/z 41.10 45.70%

B M
0 “li My 154.0

M
I L BN N B L B L IR L B I R R T

—T \
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@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.834 5.64 ng/ul 308175  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 59
2 Cyclohexene, 3-methyl-6-(1-methy... 138 C1@H18 005256-65-5 58
3 Cyclohexene, 4-methyl-1-(1-methy... 138 C10OH18 000500-00-5 50
4 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 50
5 Silane, diethyldifluoro- 124 C4H1eOF2Si 000358-06-5 49
Abundance Scan 1829 (13.834 min): BG063052.D\data.ms (-1826) (- | m/z 95.10 100.00%
95.1
5000
o 13.50 14.00
161.2 ) : :
ol d““"“‘w\' HHM“WMM 2l 8ALA 45207 109.05  36.19%
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #19531: Cyclohexene, 4-methyl-1-(1-methylethyl)-
95.0
5000 WL A
13.50 14.00
41.0 m/z 79.15  29.72%
0 ‘JIlJ”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #19532: Cyclohexene, 3-methyl-6-(1-methylethyl)-
95.0
- —
13.50 14.00
5000 ITI/Z 67.10 28.96%
il
ol L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #19525: Cyclohexene, 4-methyl-1-(1-methylethyl)- — —
95.0 13.50 14.00
m/z 138.05  28.54%
5000
41.0
ATTTPY ) N
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63052.D

Acqg On : 26 Sep 2024 3:54
Operator : RC/JU

Sample : P3879-17DL 10X
Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92524.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|
2,3-Hexanedione 4.316 5.8 ng/ul 136209 1 7.847 471369 20.0
o-Xylene 5.503 5.4 ng/ul 127977 1 7.847 471369 20.0
p-Xylene 5.873 7.1 ng/ul 167327 1 7.847 471369 20.0
Benzene, (1-met... 6.355 4.3 ng/ul 102053 1 7.847 471369 20.0
Benzene, propyl- 6.837 5.4 ng/ul 127339 1 7.847 471369 20.0
Benzene, 1l-ethy... 6.942 23.4 ng/ul 551261 1 7.847 471369 20.0
Benzene, 1,2,3-... 7.242 19.4 ng/ul 457771 1 7.847 471369 20.0
2-Heptanone, 4,... 7.277 58.2 ng/ul 1370900 1 7.847 471369 20.0
Mesitylene 7.501 35.9 ng/ul 846340 1 7.847 471369 20.0
1-Hexanol, 2-et... 7.912 22.2 ng/ul 523866 1 7.847 471369 20.0
Benzene, 1l-ethy... 7.965 22.5 ng/ul 529932 1 7.847 471369 20.0
(DEL) Alkane: S... 8.112 3.4 ng/ul 81083 1 7.847 471369 20.0
Benzene, cyclop... 8.223 10.6 ng/ul 250236 1 7.847 471369 20.0
Cyclohexanone, 8.276 90.7 ng/ul 2137160 1 7.847 471369 20.0
unknown-01 8.323 26.9 ng/ul 633475 1 7.847 471369 20.0
Benzene, 1,2,3,... 8.488 13.7 ng/ul 323030 1 7.847 471369 20.0
Benzene, 1-meth... 8.646 9.5 ng/ul 224387 1 7.847 471369 20.0
Benzene, 2-ethy... 8.799 6.9 ng/ul 162326 1 7.847 471369 20.0
unknown-02 8.840 11.0 ng/ul 259992 1 7.847 471369 20.0
Benzene, 1-ethy... 8.952 11.1 ng/ul 260652 1 7.847 471369 20.0
Hexanoic acid, 9.193 25.1 ng/ul 592737 1 7.847 471369 20.0
unknown-03 9.428 6.5 ng/ul 479836 2 10.638 1487040 20.0
(DEL) Alkane: S... 9.639 2.8 ng/ul 206469 2 10.638 1487040 20.0
Cyclohexanone, 10.767 6.9 ng/ul 510320 2 10.638 1487040 20.0
unknown-04 11.020 5.7 ng/ul 423060 2 10.638 1487040 20.0
(DEL) Alkane: S... 12.183 3.4 ng/ul 248981 2 10.638 1487040 20.0
Cyclododecanol 13.053 6.0 ng/ul 329998 3 14.486 1093610 20.0
Propanoic acid,... 13.229 7.8 ng/ul 428556 3 14.486 1093610 20.0
Propanoic acid,... 13.441 6.9 ng/ul 375778 3 14.486 1093610 20.0
2,6-Pyridinedia... 13.535 11.8 ng/ul 645285 3 14.486 1093610 20.0
unknown-05 13.664 7.1 ng/ul 386863 3 14.486 1093610 20.0
Butanoic acid, 13.746 14.8 ng/ul 809495 3 14.486 1093610 20.90
Cyclohexene, 4-... 13.834 5.6 ng/ul 308175 3 14.486 1093610 20.0
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