LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc :

ALS Vvial : 16 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: BGO63049.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.321 206 210 216 rVB5 12282 20544 0.70% 0.143%
2 4.873 302 304 309 rVB3 4653 6914 0.24% 0.048%
3 5.637 432 434 439 rVB6 7108 7910 0.27% 0.055%
4 5.866 466 473 480 rVB3 14656 25873 0.89% 0.180%
5 6.072 503 508 512 rvB5 5974 11477 ©.39% ©0.080%
6 6.348 553 555 559 rVB4 4548 7003 0.24% 0.049%
7 6.836 632 638 642 rBv4 11619 18912 ©0.65% 0.132%
8 6.947 651 657 661 rBv2 39586 69404 2.37% 0.483%
9 7.000 661 666 671 rvvV3 41672 69359 2.37% 0.483%
10 7.077 673 679 683 rvVB2 17781 29819 1.02% 0.208%
11 7.247 699 708 709 rBV2 28700 51411 1.76% ©.358%
12 7.277 709 713 719 rVB2 98143 146866 5.02% 1.022%
13 7.359 725 727 731 rBv4 6137 9249 0.32% 0.064%
14 7.5 746 751 757 rW 56696 93786 3.21% ©.653%
15 7.729 787 790 794 rVW3 3887 6824 0.23% 0.048%
16 7.846 799 810 817 rBV 254206 447588 15.31% 3.116%
17 7.911 817 821 825 rVV3 32959 52730 1.80% 0.367%
18 7.964 825 830 836 rVB3 38935 61219 2.09% 0.426%
19 8.117 849 856 860 rBV4 8321 17185 0.59% 0.120%
20 8.222 869 874 877 rVW3 15930 29114 1.00%  0.203%
21 8.269 877 882 887 rVWW 137742 231068 7.90% 1.609%
22 8.316 887 890 900 rVvB4 37199 76080 2.60% 0.530%
23 8.399 900 904 907 rBV3 7667 10901 0.37% 0.076%
24 8.487 911 919 925 rBV8 18814 38941 1.33% 0.271%
25 8.646 943 946 955 rVB4 15103 31721 1.09% 0.221%
26 8.798 970 972 975 rBV 12024 12611 0.43% 0.088%
27 8.845 977 980 990 rVB6 20626 41851 1.43% 0.291%
28 8.957 990 999 1006 rBV7 16893 47560 1.63% 0.331%
29 9.069 1016 1018 1025 rVB5 5072 6712 0.23% 0.047%
30 9.139 1025 1030 1031 rBvV 15263 19642 0.67% 0.137%
31 9.433 1075 1080 1086 rVB4 30195 40513 1.39% 0.282%
32 9.527 1092 1096 1101 rBV5 11204 21620 0.74% 0.151%
33 9.562 1101 1102 1106 rVB3 9446 7882 0.27% 0.055%
34 9.638 1108 1115 1119 rBV4 19024 28994 0.99% 0.202%
35 9.697 1122 1125 1126 rBvV2 9581 8565 ©.29% 0.060%
36 9.791 1136 1141 1145 rBvV7 13932 23848 0.82% 0.166%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc :

ALS Vvial : 16 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 9.897 1151 1159 1161 rVVve 8267 12988 0.44% 0.090%
38 10.032 1178 1182 1183 rBvV2 7943 8300 ©0.28% 0.058%
39 10.179 1206 1207 1211 rVB4 6999 6069 0.21% 0.042%
40 10.285 1220 1225 1228 rVV5 8112 14221 0.49% 0.099%
41 10.314 1228 1230 1233 rVV2 4885 6224 0.21% 0.043%
42 10.637 1279 1285 1292 rBV 363406 676709 23.15% 4.711%
43 10.767 1301 1307 1315 rVBS8 28093 59118 2.02% 0.412%
44 10.913 1324 1332 1334 rBVv4 18385 35719 1.22%  0.249%
45 10.955 1337 1339 1344 rVV5 8342 11754 0.40% 0.082%
46 11.019 1346 1350 1355 rVB3 28028 41902 1.43% 0.292%
47 11.148 1366 1372 1378 rVB7 12252 24669 0.84% 0.172%
48 11.595 1445 1448 1452 rVB4 10751 15159 ©0.52% 0.106%
49 11.671 1457 1461 1465 rVB7 9093 12587 0.43% 0.088%
50 11.871 1490 1495 1497 rBv4 6677 10599 0.36% 0.074%
51 11.906 1499 1501 1506 rVvB4 6302 8051 ©.28% 0.056%
52 12.100 1530 1534 1536 rBv4 8352 11422 0.39% 0.080%
53 12.188 1544 1549 1553 rBV5 17625 32857 1.12% 0.229%
54 12.300 1563 1568 1574 rVB4 17022 27404 0.94% 0.191%
55 12.394 1580 1584 1585 rBV2 4855 6252 0.21% 0.044%
56 12.465 1591 1596 1597 rBV5 15774 17007 0.58% 0.118%
57 12.517 1603 1605 1609 rVvV3 10884 12414 0.42% 0.086%
58 12.741 1636 1643 1647 rBV8 6988 15260 ©.52% 0.106%
59 12.899 1665 1670 1675 rVB5 14922 24876 0.85% 0.173%
60 12.993 1683 1686 1691 rBV7 6719 11879 0.41% 0.083%
61 13.052 1691 1696 1702 rVB4 22844 38545 1.32% 0.268%
62 13.228 1722 1726 1732 rVV3 25404 39895 1.36% 0.278%
63 13.311 1735 1740 1741 rBV4 7760 9570 0.33% 0.067%
64 13.364 1747 1749 1754 rVB4 5627 8421 0.29% 0.059%
65 13.440 1757 1762 1767 rBv4 21502 36092 1.23% 0.251%
66 13.528 1771 1777 1787 rVB5 29723 56781 1.94% 0.395%
67 13.745 1809 1814 1820 rVB3 45908 74980 2.57% 0.522%
68 13.804 1820 1824 1826 rBV3 9417 13541 0.46% 0.094%
69 13.892 1836 1839 1843 rVB2 11647 16042 0.55% 0.112%
70 13.945 1845 1848 1851 rBV2 5197 6096 0.21% 0.042%
71 13.986 1851 1855 1858 rBV4 6726 9657 ©.33% 0.067%
72 14.133 1878 1880 1884 rvVvVv2 7456 7988 0.27% 0.056%
73 14.174 1884 1887 1889 rVVv2 13058 14722 0.50% 0.102%
74 14.215 1889 1894 1904 rVV2 43554 88264 3.02% 0.614%
75 14.280 1904 1905 1911 rVB4 12054 18185 0.62% 0.127%

76 14.486 1933 1940 1947 rVW 673603 1027556 35.15%  7.154%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc :

ALS Vvial : 16 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 14.821 1993 1997 1999 rVB2 5397 7405 0.25% 0.052%
78 14.868 2003 2005 2007 rBV2 7337 5920 0.20% 0.041%
79 15.032 2028 2033 2036 rBVS5 11800 17673 0.60% 0.123%
80 15.073 2036 2040 2041 rVV4 14347 17250 0.59% 0.120%
81 15.114 2041 2047 2058 rVB 365537 586510 20.06% 4.083%
82 15.244 2068 2069 2076 rVB5 4489 7682 0.26% 0.053%
83 15.479 2104 2109 2113 rBV2 20193 32410 1.11% 0.226%
84 15.626 2128 2134 2140 rBV3 33804 58574 2.00% 0.408%
85 15.831 2167 2169 2173 rBV2 4831 7562 0.26% 0.053%
86 15.925 2182 2185 2187 rVB2 5787 7326 0.25% 0.051%

87 16.883 2342 2348 2362 rBV 1124472 1863597 63.75% 12.974%
88 17.235 2401 2408 2417 rVB 1077598 1603958 54.87% 11.167%

89 17.300 2417 2419 2421 rVV3 5997 6110 0.21% 0.043%
90 17.335 2421 2425 2430 rVB2 28974 43740 1.50% ©.305%
91 17.470 2447 2448 2453 rVB3 5524 6299 0.22% 0.044%
92 17.741 2489 2494 2495 rBV3 5473 7351 0.25% 0.051%
93 17.905 2518 2522 2525 rBV3 8696 10164 ©.35% 0.071%
94 18.035 2542 2544 2549 rVB4 7131 8248 0.28% 0.057%
95 18.434 2611 2612 2616 rVB3 8440 6946 0.24% 0.048%
96 18.528 2623 2628 2629 rBV3 7392 8582 0.29% 0.060%
97 19.562 2802 2804 2808 rBV4 5753 8724 0.30% 0.061%
98 19.627 2812 2815 2820 rVB2 30131 43386 1.48% ©.302%

99 21.483 3125 3131 3138 rBV 1690364 2673869 91.47% 18.615%
100 24.527 3639 3649 3659 rVB3 1016619 2923150 100.00% 20.351%

Sum of corrected areas: 14363907
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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

Abundance TIC: BG063049.D\data.ms
1600000
1400000
1200000
1000000

800000
600000
400000 10.637

200000
4.321 4873 5.6586®72.348 6.8 8111503 WhAABRARET1I

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\\\‘\\\\ \\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG063049.D\data.ms

21.483
1600000

1400000
1200000 1&83?7235
1000000

800000

14.486

600000

400000 15.114

200000

925 & 80533881328 1M LWM

R R e e e e e e e ————

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG063049.D\data.ms

1600000
1400000
1200000
24.527
1000000
800000
600000
400000

200000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 1 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.947 3.10 ng/ul 69404 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 70
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 70
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 64
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 64
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 62

Abundance Scan 657 (6.947 min): BG063049.D\data.ms (-651) (-) m/z 105.10 100.00%

105.1
5000

A
L LA R A I L

6.60 6.80 7.00 7.20

39.1 264.4 442.2
o“waﬂwﬂmu‘_?9fz‘w“H???9_‘H“H‘_“w‘§4ﬁ m/z 120.10  35.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 \‘\\\\‘\\\\‘\\\A\A‘\\A\\‘\

6.60 6.80 7.00 7.20
m/z 91.10  15.40%

39.0H
‘\\l\\\“I\‘n\l‘\‘\‘J\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10724: Benzene, 1-ethyl-2-methyl-

105.0

6.60 6.80 7.00 7.20
5000 m/z 103.10 11.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 h A |
|

Abundance #10719: Benzene, 1-ethyl-2-methyl- R mmanEE
105.0 6.60 6.80 7.00 7.20

m/z 77.00 11.24%

o

el |}

R

o

m/z-->

5000 J
39
o

0 50 100 150 200 250 300 350 400 450 500 550

6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.000 3.10 ng/ul 69359 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 43
2 t-Butyl isobutyl ketone 142 CSH180 014705-50-1 22
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 22

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 20
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 20

Abundance Scan 666 (7.000 min): BG063049.D\data.ms (-661) (-) m/z 57.10 100.00%

57.1
5000
1p0.1

6.60 6.80 7.00 7.20 7.40
12.7 534.
m\ ul\h\\‘\ﬂl‘h‘d\ ‘\ 1911 8 427.7 ‘

O b e e e ey m/z 105.20  77.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
5000 B B ELBLAL B
6.60 6.80 7.00 7.20 7.40
m/z 85.10 46.76%
142.0
O‘\\“\L"‘11\i\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23038: t-Butyl isobutyl ketone
57.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 58.00 23.66%
142.0
0‘H\‘\U‘wm‘\\\\Mu\\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘\m,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228592: Tetradecane, 1-iodo- e /‘\‘ R RRRANES
57.0 6.60 6.80 7.00 7.20 7.40

m/z 120.05 20.90%

5000

155.0
PR E it 3240 A An

| A
[T T[T T T T T[T T[T T[T T[T BEERE AR NN R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.247 2.30 ng/ul 51411 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 49
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 49
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 49
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 49
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 49
Abundance Scan 708 (7.247 min): BG063049.D\data.ms (-699) (-) m/z 105.10 100.00%
105.1

?

5000
' 7.00 7.20 7.40 7.60
ol 40111554200 | 2044 35784145 479 Tio0 e 59.70%
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 77.10 11.26%
39.0
O \\“\L‘%‘H”\“\J“\U‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 89.00 7.54%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 103.10 7.31%
5000
39.0
0 Hhhhmkwa‘w"H“H“H“‘H“_“W“H“H‘ LA
m/z--> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 Carbonic acid, hexyl prop-1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.277 6.56 ng/ul 146866 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 72
2 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 72
3 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 56
4 Butanoic acid, 3-oxo-, 2-propeny... 142 C7H1003 001118-84-9 53
5 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 45

Abundance Scan 713 (7.277 min): BG063049.D\data.ms (-709) (-) m/z 43.10 100.00%

43.1
5000
e e ey
‘ 09.2 2512 318.8 3815 4625 7.00 7.20 7.40 7.60
byl 2012 3188 3815 4625 . sg.es  68.91%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
5000 \\\/‘\\\\\‘\\\A\‘\VA\\‘\\\\
7.00 7.20 7.40 7.60
m/z 69.10 60.99%
O‘\\“\ ‘”\J\\Q?‘.\O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
A ey
7.00 7.20 7.40 7.60
5000 m/z 85.10 39.05%
L LL“’ 0
B R & e e n m e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0 7.00 7.20 7.40 7.60
m/z 84.20 35.04%
5000
L] s
_““H‘_“W‘H‘_“W‘H‘_“W‘H‘M“W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 5 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.500 4.19 ng/ul 93786 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 80
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 80
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 72
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 72
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 64
Abundance Scan 751 (7.500 min): BG063049.D\data.ms (-746) (-) m/z 105.10 100.00%
105.1
5000 m
7.207.40 7.60 7.80
39. , : : : :

ol fulLl 2252 3085 3964 4793547 | "ih0 0 4620

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

Abundance #10691: Mesitylene

105.0
5000 \J\A”A,*
7.20 7.40 7.60 7.80
m/z 119.10 14.63%
39.0 ‘
O‘\\J\L“\‘IU\“\\“\u\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.10 14.17%
28.0
o_uu;\%“u“w‘u‘_H‘_‘H_H‘_m_m‘wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 77.10 10.89%
5000
39.0 |
s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 unknown-03 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7011 2.36 ngul 52730 1,4-Dichlorobenzene-d4  7.846
Hit# of 2 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2,4,6-tris(2,2-... 537 C21H33BrINO2  040572-26-7 1

2 2-Amino-4,6-bis-(4-chlorophenyl)... 498 C26H24C12N204 1000287-63-6 1

Abundance Scan 821 (7.911 min): BG063049.D\data.ms (-817) (-) m/z 57.15 100.00%

57.1
8000
6000
4000 7.60 7.80 8.00 8.20
m/z 41.05 44.49%
2000
( . 221.1 337.1 464.6 537.(
0“"‘kw‘L‘!1‘q‘MMWH‘L‘,"“_“W‘JUH“‘N‘WMJ“‘JA‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342534: Benzene, 1-bromo-2,4,6-tris(2,2-dimethylpropy

é

57.0
7.60 7.80 8.00 8.20

8000 m/z 55.15  34.90%
6000
4000
2000 7.60 7.80 8.00 8.20

408.0 481.0 %

0 \" | H [ H 539 ! m/z 43 ) 16 39. 96

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #337652: 2-Amino-4,6-bis-(4-chlorophenyl)-3-cyano-4-me

i

18.0
8000
7.60 7.80 8.00 8.20
6000
288.0 m/z 83.10  29.06%
4000
2000 149.0
379.0
o4 J?ﬂ “““M“h"m'tﬂ w\‘"w‘"'“4§704980 P e
ANbE:PA—BG@925Q41W\ MSOTROOS&Q 2601330 640854 450 2700 7.60 7.80 8.00 8.20

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 7 Benzene, 1l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.964 2.74 ng/ul 61219 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 60
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 60
3 Mesitylene 120 C9H12 000108-67-8 60
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 60
5 Mesitylene 120 CS9H12 000108-67-8 53
Abundance Scan 830 (7.964 min): BG063049.D\data.ms (-825) (-) m/z 105.10 100.00%
105.1
5000
e
39.1 7.60 7.80 8.00 8.20

2219 307.7 370, 4 534
il 16292219 30773702 4554 834100 16 49.00%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L R N R R
7.60 7.80 8.00 8.20
m/z 83.00 25.07%
39.0 N
O‘\\HL‘%‘\“\\\‘\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
LB o e e e
7.60 7.80 8.00 8.20
5000 ITI/Z 91.00 13.45%
39.0\ ‘
Ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10695: Mesitylene
105.0 7.60 7.80 8.00 8.20
m/z 77.10 12.85%
5000
39.0H
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.269 10.32 ng/ul 231068 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 86
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 86
4 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 64
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 59
Abundance Scan 882 (8.269 min): BG063049.D\data.ms (-877) (-) m/z 83.10 100.00%

83.1
5000

“W‘H‘_“W‘H‘W“
“ 1 Ll 278.6 299 8.00 8.20 8.40 8.60
o_m“,wmpaf‘u@"2‘97:1“_":"Hww""w‘w“‘sf‘ﬁ"' m/z 69.10 42.99%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\

8.00 8.20 8.40 8.60
m/z 55.10 30.54%

‘\\‘l\‘\i"u\l\\\‘\J\-\H\h-‘\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0

8.00 8.20 8.40 8.60

o

5000 ITI/Z 140.20 30.12%
ot hhi, 400
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- b e
83.0 8.00 8.20 8.40 8.60

m/z 41.10 26.65%

5000
015PL1Fh0

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 : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 Carbonic acid, nonyl prop-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.316 3.40 ng/ul 76080 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 50
2 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 25
3 Octane, 2-methyl- 128 C9H20 003221-61-2 10
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 10
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 10

Abundance Scan 890 (8.316 min): BG063049.D\data.ms (-887) (-) m/z 43.10 100.00%

5000
090 02813 35594165 503.1 8.00 8.20 8.40 8.60
0 m/z 58.00 39.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
5000
8.00 8.20 8.40 8.60
l m/z 71.10 37.18%
0 \J‘\"\“I\\'J\H:L\Z\?'\(‘)\\H‘HH’HH‘HH‘\\H‘HH‘HH’HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester
43.0
8.00 8.20 8.40 8.60
5000 m/z 85.10 25.00%
ot‘dkﬂﬂl%o,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14530: Octane, 2-methyl-
43.0 8.00 8.20 8.40 8.60
m/z 57.10 23.11%
5000
e
] —————
m/z--> 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS vial : 16 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 10 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.957 2.13 ng/ul 47560 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 50
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 50
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 50
4 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C1l0H14 062338-57-2 50
5 p-Cymene 134 C1oH14 000099-87-6 50
Abundance Scan 999 (8.957 min): BG063049.D\data.ms (-990) (-) m/z 119.10 100.00%
119.1

=

5000
43.1
‘ | ‘ 2320 3249 486.1 8.60 8.80 9.00 9.20
0""!\‘\I‘!\\‘\‘\l\l‘w\‘u‘\‘\‘H‘\‘H‘ I “"H‘H‘“"‘}“‘\‘\“H“H‘\“\‘\‘\“‘ ‘\‘ m/z 134.05 38.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 117.10 31.99%
39.0
O‘H\“‘\‘h‘\\.‘h"l‘l‘l‘u ‘\“"‘“"‘“HH‘HH‘HH‘HH‘HH“
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
5000 m/z 43.10 26.02%

Kl

-3

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 105.10 23.04%
5000
|
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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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63049.D

Acqg On : 26 Sep 2024 1:17
Operator : RC/JU

Sample : P3879-17DL2 100X
Misc

ALS Vvial : 16 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|
Benzene, 1l-ethy... ng/ul 69404 .846 447588 20.
unknown-01 ng/ul 69359 .846 447588 20.
unknown-02 ng/ul 51411 .846 447588 20.
Carbonic acid, ng/ul 146866 .846 447588 20.
Mesitylene ng/ul 93786 .846 447588 20.
unknown-03 52730 .846 447588 20.
Benzene, 1-ethy... ng/ul 61219 .846 447588 20.
Cyclohexanone, ng/ul 231068 .846 447588 20.
Carbonic acid, ng/ul 76080 .846 447588 20.
Benzene, 1l-ethy... ng/ul 47560 .846 447588 20.
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