LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62932.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.605 82 88 96 rVB5 14498 32213 0.74% 0.090%
2 3.740 106 111 119 rBV 57807 96554 2.22% 0.268%
3 4.333 207 212 216 rBV3 16527 25711 0.59% 0.071%
4 5.385 383 391 404 rBV 1455693 2405560 55.27% 6.688%
5 5.520 406 414 416 rBV 2263539 4352273 100.00% 12.101%
6 5.655 433 437 442 rVB3 12121 18338 0.42% 0.051%
7 5.826 456 466 473 rVV3 48782 129853 2.98% 0.361%
8 6.355 551 556 560 rBV3 35881 65715 1.51% 0.183%
9 6.390 560 562 570 rVB2 25293 38247 0.88% 0.106%
106 6.842 633 639 645 rBv2 23893 39130 0.90% 0.109%
11 6.954 650 658 662 rV 51421 82922 1.91% 0.231%
12 7.024 662 670 676 rvv2 95491 198758 4.57% 0.553%
13 7.083 676 680 685 rvw 54387 87317 2.01% 0.243%
14 7.189 691 698 704 rVV 158895 270746  6.22% 0.753%
15 7.254 704 709 712 rVW3 45563 80421 1.85% 0.224%
16 7.283 712 714 723 rVV3 38857 56765 1.30% ©0.158%
17 7.389 726 732 740 rVB 214032 370598 8.52% 1.030%
18 7.506 746 752 759 rVB 177263 287966 6.62% 0.801%
19 7.859 805 812 818 rBV 205631 362124 8.32% 1.007%
20 7.917 819 822 826 rVv3 22105 37444 0.86% 0.104%
21 7.970 826 831 840 rVB 112693 195206 4.49% 0.543%
22 8.117 851 856 858 rBV4 12292 20775 0.48% 0.058%
23 8.229 869 875 878 rBV2 60902 102471 2.35% 0.285%
24 8.282 878 884 890 rVWW 616930 1019797 23.43%  2.835%
25 8.341 892 894 899 rVW5 17837 27931 0.64% 0.078%
26 8.405 899 905 910 rVB2 37622 56500 1.30% 0.157%
27 8.476 910 917 925 rBv2 281798 574707 13.20%  1.598%
28 8.564 925 932 940 rVV3 216988 380976 8.75% 1.059%
29 8.652 940 947 956 rVB2 176485 284190 6.53% 0.790%
30 8.822 968 976 977 rBV2 106931 204621 4.70% 0.569%
31 8.928 989 994 995 rBv4 30347 41765 0.96% 0.116%
32 8.957 995 999 1003 rVV2 111986 193889 4.45% 0.539%
33  9.010 1003 1008 1020 rVB 229271 437978 10.06% 1.218%
34 9.292 1047 1056 1061 rBV2 42630 83861 1.93% 0.233%
35 9.480 1082 1088 1093 rBV 105449 170665 3.92% 0.474%

36 9.539 1093 1098 1107 rVB 177016 294875 6.78% ©0.820%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION
37 9.727 1124 1130 1137 rBV2 224363 400127 9.19% 1.112%
38 9.898 1154 1159 1163 rVvV 44875 67446  1.55% ©.188%
39 9.944 1164 1167 1172 rVB4 19824 32211 0.74% 0.090%
40 10.050 1179 1185 1193 rVB3 146877 279048 6.41% 0.776%
41 10.268 1212 1222 1229 rBV 346388 604894 13.90% 1.682%
42 10.644 1280 1286 1290 rBV 289269 501259 11.52% 1.394%
43 10.697 1290 1295 1301 rVV 324027 573567 13.18% 1.595%
44 10.779 1302 1309 1317 rVW 220601 402886 9.26% 1.120%
45 11.455 1420 1424 1428 rBV5 12418 19640 0.45% 0.055%
46 11.607 1445 1450 1452 rBVS5 12985 21291 0.49% 0.059%
47 11.748 1469 1474 1478 rBV6 8798 17961 0.41% 0.050%
48 12.019 1511 1520 1530 rVB2 124577 232193 5.33% 0.646%
49 12.306 1564 1569 1573 rVWV5 19855 35458 0.81% 0.099%
50 12.371 1575 1580 1584 rVB6 17315 31346 0.72% 0.087%
51 12.518 1600 1605 1610 rBV6 62518 118343 2.72% 0.329%
52 12.571 1610 1614 1619 rVVv4 37420 83877 1.93% 0.233%
53 12.635 1619 1625 1631 rVB3 43585 90841 2.09% 0.253%
54 12.776 1645 1649 1655 rBV5 20170 40805 0.94% 0.113%
55 12.912 1664 1672 1673 rBV6 69024 122892 2.82% 0.342%
56 12.941 1673 1677 1684 rVB2 122407 212008 4.87% 0.589%
57 13.164 1709 1715 1717 rBV3 19114 32361 0.74% 0.090%
58 13.211 1721 1723 1728 rVV6 14955 24146 ©.55% 0.067%
59 13.276 1728 1734 1741 rW5 65590 152449 3.50% 0.424%
60 13.446 1753 1763 1768 rBV2 83500 164102 3.77% 0.456%
61 13.517 1768 1775 1785 rVB 363001 719840 16.54% 2.001%
62 13.617 1786 1792 1796 rBV4 145214 323061 7.42% 0.898%
63 13.699 1803 1806 1809 rBvV4 56798 81546 1.87% 0.227%
64 13.799 1820 1823 1829 rVB4 68170 105388 2.42% 0.293%
65 13.899 1829 1840 1849 rVB2 614276 1204656 27.68%  3.349%
66 13.987 1849 1855 1859 rBV2 38061 67011 1.54% 0.186%
67 14.034 1859 1863 1869 rBV4 30944 41765 ©0.96% 0.116%
68 14.140 1875 1881 1884 rBV2 187836 335151 7.70% 0.932%
69 14.181 1884 1888 1896 rVB2 594821 980970 22.54% 2.727%
70 14.251 1896 1900 1906 rBV6 38794 72866 1.67% 0.203%
71 14.492 1934 1941 1948 rVB 494223 825647 18.97%  2.296%
72 14.645 1962 1967 1971 rBV3 40275 80579 1.85% 0.224%
73 14.704 1973 1977 1986 rVB2 101026 187138 4.30% 0.520%
74 15.003 2026 2028 2034 rVB6 25781 35723 0.82% 0.099%
75 15.144 2047 2052 2056 rBV7 14938 26801 0.62% 0.975%
76 15.191 2056 2060 2063 rBV6 17743 28814 0.66% ©0.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION
77 15.309 2075 2080 2085 rVB 178173 240094 5.52% 0.668%
78 15.485 2103 2110 2118 rVB 853389 1310824 30.12% 3.644%
79 15.603 2124 2130 2133 rBV 358815 508256 11.68% 1.413%
80 15.661 2133 2140 2157 rVB 1103242 2037735 46.82% 5.665%
81 16.255 2237 2241 2246 rVB3 33019 51791 1.19% 0.144%
82 16.754 2322 2326 2328 rBV4 15712 20829 0.48% 0.058%
83 17.042 2370 2375 2380 rVB 216574 295493 6.79% 0.822%
84 17.236 2402 2408 2415 rVB 626428 951952 21.87% 2.647%
85 17.336 2417 2425 2435 rBV2 979182 1491843 34.28% 4.148%
86 17.765 2495 2498 2503 rBV6 13307 19905 0.46% 0.055%
87 18.135 2558 2561 2569 rVB7 30826 44824 1.03% ©0.125%
88 18.264 2579 2583 2588 rBvV2 41103 51776 1.19% 0.144%
89 18.623 2641 2644 2648 rVB6 14669 20072 0.46% 0.056%
90 18.746 2659 2665 2667 rBv4 21626 45867 1.05% ©0.128%
91 18.799 2670 2674 2681 rVV7 30145 79833 1.83% 0.222%
92 19.192 2738 2741 2747 rBV7 20178 32269 0.74% 0.090%
93 19.351 2765 2768 2771 rVB2 34577 36580 0.84% 0.102%
94 19.633 2810 2816 2821 rBV 1221454 1781868 40.94% 4.954%
95 19.680 2821 2824 2831 rVB2 58230 79204 1.82% 0.220%
96 20.291 2922 2928 2929 rBV4 38787 72564 1.67% 0.202%
97 21.490 3126 3132 3140 rBV 690652 1106940 25.43% 3.078%
98 23.670 3498 3503 3507 rBv8 18759 43189 0.99% 0.120%
99 24.328 3604 3615 3628 rVB 719182 1907572 43.83% 5.304%
100 24.533 3640 3650 3661 rBV 452652 1229218 28.24% 3.418%

Sum of corrected areas: 35967467
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG062932.D\data.ms
5.520
2000000
1500000 5.385
1000000
500000
DB
07 12.019
ol 380 4333 5826 63 6.6 , 5 5 : 1114560748 | 1224
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: BG062932.D\data.ms
2000000
1500000

19.633

1000000
21.490

500000

17.7658.8351 olpy35H1680 20.291

O L e L B e e LA B o

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: BG062932.D\data.ms

2000000

1500000

1000000
24.328

500000 4.533

23.670

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 1 Ethylbenzene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.385 132.86 ng/ul 2405560 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 95
2 Ethylbenzene 106 C8H10 000100-41-4 91
3 Ethylbenzene 106 C8H10 000100-41-4 91
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 Ethylbenzene 106 C8H10 000100-41-4 90
Abundance Scan 391 (5.385 min): BG062932.D\data.ms (-383) (-) m/z 91.10 100.00%

91.1
5000

39% ‘ 5.00 5.20 5.40 5.60 5.80
| LI 147.4 259.3  349.6 411.3 m/z 106.10  28.03Y%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5731: Ethylbenzene
91.0
5000

5.00 5.20 5.40 5.60 5.80
m/z 65.10 12.18%

o

0 \H”k?ﬂw‘N"H\“‘w‘“‘M“‘\H“\‘H‘\“‘
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5732: Ethylbenzene
91.0
5.00 5.20 5.40 5.60 5.80
5000 m z 51.05 11.92%
39?
0 “Nﬂ‘ﬁhm e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5734: Ethylbenzene T
91.0 5.00 5.20 5.40 5.60 5.80

m/z 77.10 10.23%

5000
39.
0 REN

m/z--> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 2 o-Xylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.520 240.38 ng/ul 4352270 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 414 (5.520 min): BG062932.D\data.ms (-406) (-) m/z 91.10 100.00%
91.1

=

5000
344 5.20 5.40 5.60 5.80
ol SHHAL, 1705 2813 3709 4730 . y/; 19610  39.89%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5727: 0-Xylene
91.0
5000

5.20 5.40 5.60 5.80
m/z 105.10 18.70%

2100

O\\\‘\“\\\‘M\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5.20 5.40 5.60 5.80
5000 m/z 77.10 14.07%

heriy

;::::::::::s

O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5719: o-Xylene R BAREEmEEEEE
91.0 5.20 5.40 5.60 5.80
m/z 39.10 11.54%
LW S SO 110 L S—
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\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 3 unknown-01 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
5.826  7.17 ng/ul 129853  1,4-Dichlorobenzene-d4  7.859
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, ethoxy- les cansos 000627-03-2 45

2 Silane, dimethyl- 60 C2H8Si 001111-74-6 42
3 Thiirane 60 C2H4S 000420-12-2 38
4 Phosphoric triamide, N,N',N''-tr... 353 C9H24N904P 016221-25-3 38
5 Thiirane 60 C2H4S 000420-12-2 38
Abundance Scan 466 (5.826 min): BG062932.D\data.ms (-456) (-) m/z 59.10 100.00%
59.1
5000 /L
e mec v IS
111.9 204.3 264.0 354.7 560 580 6.00 6.20
ol by B89 2083 2690 AT M8 nyz 45.10 60.95%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5283: Acetic acid, ethoxy-
31.0
5000
5.60 5.80 6.00 6.20
m/z 60.10 52.46%
L Loeo
O‘\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #327: Silane, dimethyl-
59.0
5.60 5.80 6.00 6.20
5000 ITI/Z 42.10 26.56%
! JM |
ot e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #311: Thiirane
45.0 5.60 5.80 6.00 6.20
m/z 61.00 19.66%
5000 j\
0 ‘Nﬂwqw‘H“‘H““W“‘W““_“‘_“‘_“ A P
m/z--> 0 50 100 150 200 250 300 350 400 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 4 Benzene, (1-methylethyl)- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.355 3.63 ng/ul 65715 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 83
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 78
Abundance Scan 556 (6.355 min): BG062932.D\data.ms (-551) (-) m/z 105.10 100.00%
105.1
5000
\‘\\\\‘\\\\’\\\\‘\\\\A‘\
a9 h h } 2210 4543 544 6.00 6.20 6.40 6.60
Ot s M/Z 77.08 26.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10713: Benzene, (1-methylethyl)-
105.0
5000
6.00 6.20 6.40 6.60
m/z 51.10 20.86%
39.
0‘\\J\J\Jﬁ“\ILW\H\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 120.10 20.30%

90| |

o N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10711: Benzene, (1-methylethyl)- ; ‘A‘ A e
105.0 6.00 6.20 6.40 6.60
m/z 79.10 17.50%
5000
39. ‘
o"Mm‘iwm‘,w"H"w_‘H_Ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 7 Benzene, 1l-ethyl-3-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.954 4.58 ng/ul 82922  1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 89
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 76
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 76
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 76

Abundance Scan 658 (6.954 min): BG062932.D\data.ms (-650) (-) m/z 105.10 100.00%

105.1
5000
43.1  RaaE e BRI

||, 1873 2705 3533  assa5ids o0 080790720
i T e e m/z 120.10 35.38%

\Ll i |

Ottt Lo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 \‘HHA‘HH‘HH‘HH‘/\\
6.60 6.80 7.00 7.20
m/z 77.10 16.12%
yill}
O‘\\l\\"‘l\‘“\”\‘\l’\“\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
6.60 6.80 7.00 7.20
5000 ITI/Z 43.10 15.92%
28.0
0‘\H‘\L‘,L«”\“\M\“‘H\,\H\‘\H\‘\H\‘HHWHWHWH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 91.10 15.02%
5000

o A

0 e el e e e e e SUBSEE W MAVANSNS AN
miz—> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 8 2,4-Nonadiyne Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.083 4.82 ng/ul 87317 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Nonadiyne 120 CSH12 063621-15-8 83
2 Mesitylene 120 C9H12 000108-67-8 76
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 76
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 70
Abundance Scan 680 (7.083 min): BG062932.D\data.ms (-676) (-) m/z 105.05 100.00%
105.1
5000
B EmaE S
39.1 " ‘ J 6.1 38324258 533 6.80 7.00 7.20 7.40
O,H‘LHWMJNH"H‘w"H‘HH‘_‘H“HKM“WX‘H“HW‘ m/z 120.10  38.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10697: 2,4-Nonadiyne
105.0
5000 \\\‘\\\\‘\\\\‘[\\\\\‘\\\\
6.80 7.00 7.20 7.40
39.0 m/z 119.10  19.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10692: Mesitylene
105.0
6.80 7.00 7.20 7.40
5000 m/z 91.00 18.14%
39.0 ‘
0,‘Hkﬁwtj$d‘w"H"H“H“_“w“u“u“u“_“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\ A /\
Abundance #10707: Benzene, 1,2,3-trimethyl- “‘_“‘ﬁu“_“W“‘
105.0 6.80 7.00 7.20 7.40
m/z 77.05 14.40%
5000
39.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, 1l-ethyl-4-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.254 4.44 ng/ul 80421 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 70
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 70
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 70
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 62
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 62
Abundance Scan 709 (7.254 min): BG062932.D\data.ms (-704) (-) m/z 105.10 100.00%
105.1
5000
e  RARNSRA R
390 | ‘ 2365 3072 - 7.00 7.20 7.40 7.60
0 H‘MWNM$ﬂNM“"H‘“m}“‘w‘K“_“‘_“‘_‘ﬁ' m/z 120.10 22.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 \\\\‘\\\\‘[\\\\\‘\\\\’\\\
7.00 7.20 7.40 7.60
m/z 77.05 13.66%
51.0 ‘
0 \\h\\i\‘\“\‘h\‘\‘l’l\”\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10711: Benzene, (1-methylethyl)-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 13.66%
51.0
0 HhhﬂmkJﬂw"‘H“‘H“‘H“,‘H“‘H“‘H““
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 79.00 13.33%
5000
51.0
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\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 10 unknown-02 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.283 3.14 ng/ul 56765 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 37
2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 22
3 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 16
4 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 14
5 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 14

Abundance Scan 714 (7.283 min): BG062932.D\data.ms (-712) (-) m/z 43.10 100.00%

43.1
5000
‘ \ ' 1431 2999 355.0 502. 7.00 7.20 7.40 7.60
T e SR m/z 41.10  39.32%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #36684: 1,3-Dioxane-2-propanol, 2-methyl-
43.0
5000
7.00 7.20 7.40 7.60
m/z 69.10 38.97%
O "Jl']‘lloj-o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
7.00 7.20 7.40 7.60
5000 m/z 58.05 31.41%
oo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9279: 2-Propanone, 1-(1-methylethoxy)-
43.0 7.00 7.20 7.40 7.60
m/z 59.05 22.72%
5000
oL 30RO ey
m/z--> 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 11 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.506  15.90 ng/ul 287966 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 CO9H12 000108-67-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 752 (7.506 min): BG062932.D\data.ms (-746) (-) m/z 105.10 100.00%
105.1
5000
39.0 } 7.20 7.40 7.60 7.80

bbb 2960 4168 5250 .. 176.10  40.07%

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

Abundance #10719: Benzene, 1-ethyl-2-methyl-

105.0
5000 \‘/\/\”j\
7.20 7.40 7.60 7.80
m/z 77.10 14.45%
39.0
O‘\\‘\H\”\“\\‘“J\"\‘H‘HH’H\\‘HH‘\\H’HH‘HH‘HH‘HH
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 79.10 11.13%
39.0
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10692: Mesitylene
105.0 7.20 7.40 7.60 7.80
m/z 91.15 10.34%
5000
39.0 }
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 13 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.970 10.78 ng/ul 195206 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
3 Mesitylene 120 CO9H12 000108-67-8 87
4 Mesitylene 120 C9H12 000108-67-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 831 (7.970 min): BG062932.D\data.ms (-826) (-) m/z 105.10 100.00%
105.1
5000
39.1 i 7.60 7.80 8.00 8.20
0ol Ll 179.0237.0 41654748 549 ;156 19 28.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 L LA B L LI LN B
7.60 7.80 8.00 8.20
m/z 91.05 14.66%
39.0
O‘\\‘\L#‘f“\“\\“t“‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.60 7.80 8.00 8.20
5000 m/z 77.10 14.61%
widll)
VO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10694: Mesitylene
105.0 7.60 7.80 8.00 8.20
m/z 79.10 11.45%
5000
04
)

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 14 Benzene, cyclopropyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.229 5.66 ng/ul 102471 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 68
3 Deltacyclene 118 C9H10 007785-10-6 64
4 Deltacyclene 118 C9H10 007785-10-6 59
5 Phenyl trans-2-phenyl-1-cyclopro... 274 C15H1403S 017299-18-2 53
Abundance Scan 875 (8.229 min): BG062932.D\data.ms (-869) (-) m/z 117.10 100.00%
117.1
5000
R RARERENEEAEE T
63.1 2650 20858 - 8.00 8.20 8.40 8.60
ol b 2659 4088 SOV . 11810 47.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10195: Benzene, cyclopropyl-
11v.0
5000 A\\’(\‘\\\\‘\\\A{"\W\H‘\H
8.00 8.20 8.40 8.60
m/z 115.10  37.84%
51.0 \
O \\\L%‘f“\kg“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10181: Indane
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.10 24 .18%
63.0
0 il e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10182: Deltacyclene
117.0 8.00 8.20 8.40 8.60
m/z 63.10 12.47%
5000
39.0 \
0 we“‘“Jm‘MH""H""w"‘wu_m‘ww‘_‘
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\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 15 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.282 56.32 ng/ul 1019800 1,4-Dichlorobenzene-d4 7.859

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 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 83
5 2-Methyl-6-methyleneocta-2,7-die... 150 C10H140 000539-70-8 50
Abundance Scan 884 (8.282 min): BG062932.D\data.ms (-878) (-) m/z 83.05 100.00%
83.0
5000 A
1401 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 8.00 8.20 8.40 8.60
Ol s L2072 417.3 4800 /7 69.10  52.88%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.00 8.20 8.40 8.60
140.0 m/z 55.10 43.29%
0‘\\HWHH\W!\‘\\\!‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 100 150 200 250 300 350 400 450
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
“W‘H‘_“w‘u‘_“
8.00 8.20 8.40 8.60
5000 m/z 41.10 38.29%
7“ ‘ 140.0
O‘M1“'““‘”W‘!‘HH‘mw‘m,‘m_m‘mwm‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- “W““‘H““H““‘
83.0 8.00 8.20 8.40 8.60
m/z 56.10 37.85%
5000
140.0
27. ‘
0 L, ‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 16 Oxirane, 2-methyl-2-phenyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
8.405 3.12 ng/ul 56500 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 87
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
3 2-Tolyloxirane 134 C9H100 002783-26-8 83

4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 83
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 80

Abundance Scan 905 (8.405 min): BG062932.D\data.ms (-899) (-) m/z 105.10 100.00%

105.1

>

5000
8.00 8.20 8.40 8.60 8.80
41.1
b HM Ll 2s37 3412 4905 U016 23.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
5000
8.00 8.20 8.40 8.60 8.80
m/z 103.00 14.43%
oIl
O‘\\J\‘r“\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-

=

105.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 79.00 13.68%
il
O bed v e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17529: 2-Tolyloxirane
105.0 8.00 8.20 8.40 8.60 8.80
m/z 91.10 13.26%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 17 Cyclohexanol, 3,3,5-trimeth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.476  31.74 ng/ul 574707 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000933-48-2 80
2 Cyclohexanol, 3,3,5-trimethyl- 142 CSH180 000116-02-9 64
3 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47

4 (4-Fluorobenzyl)[3-(4-fluorobenz... 332 C16H14F2N4S 1000304-47-7 43
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 42

Abundance Scan 917 (8.476 min): BG062932.D\data.ms (-910) (-) m/z 109.05 100.00%

109.1
41.1
5000

T e
Hd ” 8.20 8.40 8.60 8.80
Llbl 40
PP

o Ahhdilly 19022491 3766 53417 g31p 5o 36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23105: Cyclohexanol, 3,3,5-trimethyl-, cis-
109.0
5000 L L L L L B B B
8.20 8.40 8.60 8.80
41.0 m/z 41.10  55.92%
()lhl”njlI \L\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23084: Cyclohexanol, 3,3,5-trimethyl-
109.0
8.20 8.40 8.60 8.80
5000 ITI/Z 71.10 33.95%
43.0
o‘mhmwumﬁukvw"W‘H“H‘w“H,‘H‘W“W‘H‘,H‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23081: Cyclohexanol, 3,3,5-trimethyl-
109.0 8.20 8.40 8.60 8.80
m/z 55.10 32.44%
5000
41.0
0”'“'“ “m_m_m‘mwuH,HH,HH,HH,HH‘ “/L“/\W\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 18 Diethyl carbitol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.652 15.70 ng/ul 284190 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl carbitol 162 C8H1803 000112-36-7 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 86
3 Diethyl carbitol 162 C8H1803 000112-36-7 64
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 64
5 Tetraethylene glycol diethyl ether 250 C12H2605 004353-28-0 59
Abundance Scan 947 (8.652 min): BG062932.D\data.ms (-940) (-) m/z 45.10 100.00%
451
5000
‘ 105.1 ‘ 8.40 8.60 8.80 9.00
Orrrddbl, 2043 2736 4056 480.A537. .. 5g g5 55.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38390: Diethyl carbitol
45.0
5000

8.40 8.60 8.80 9.00
m/z 73.10  49.45%

0 103.0
‘\%1‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38389: Diethyl carbitol
45.0
R T e T
8.40 8.60 8.80 9.00
5000 ITI/Z 72.20 48.30%
“ 103.0
L S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38391: Diethyl carbitol R e
45.0 8.40 8.60 8.80 9.00
m/z 43.10 21.33%
5000
103.
07 J“ ??P ?30\ RSB SRASARARAY
S T e R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 19 Butoxyacetic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.822 11.30 ng/ul 204621 1,4-Dichlorobenzene-d4 7.859

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butoxyacetic acid 132 C6H1203 002516-93-0 53
2 Propanoic acid, 3-(ethylthio)- 134 C5H1002S 007244-82-8 37
3 Butyl 2-butoxyacetate 188 C10H2003 010397-22-5 25
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 22
5 3-Butoxy-1,2-propanediol 148 C7H1603 000624-52-2 17
Abundance Scan 976 (8.822 min): BG062932.D\data.ms (-968) (-) m/z 57.10 100.00%

57.1
5000
119.1

I I 1300 170, 8.60 8.80 9.00 9.20
0 g ) 8> 9998 2100 m/z 41.18  52.45%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16360: Butoxyacetic acid
57.0

5000 L L I L I LA B
8.60 8.80 9.00 9.20
m/z 119.10 35.93%
O‘\\“‘\u‘ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17203: Propanoic acid, 3-(ethylthio)-
27.0 /\
VIWANIVALVARL S
8.60 8.80 9.00 9.20
5000 m/z 61.10 32.83%
% 134.0
o Lo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #62374: Butyl 2-butoxyacetate
57.0 8.60 8.80 9.00 9.20

m/z 60.10  32.82%

5000
‘ 116.0
ob il 80

m/z--> 0 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.957 10.71 ng/ul 193889 1,4-Dichlorobenzene-d4 7.859
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 976089-59-3 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 999 (8.957 min): BG062932.D\data.ms (-995) (-) m/z 119.10 100.00%
119.1
5000 A
51.1 ‘ 8.60 8.80 9.00 9.20
oL llLs 2073 2859 3551 502. ;134 65 31.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.10 29.42%
39.0
O ‘\‘\}\L“h\m\h\\\’”\u \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 77.10 12.19%
51.0 ‘
0 B —
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 105.10 11.48%
5000
-l
L0 B
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\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 22 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
9.292 3.35 ng/ul 83861 Naphthalene-d8 10.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 86
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 68
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
Abundance Scan 1056 (9.292 min): BG062932.D\data.ms (-1047) (-) m/z 119.10 100.00%
119.1
5000 (\A [\f\
w 10.00 9.20 9.40 9.60
0 WMMMMWNMMWN,}7%Z%%ﬁ?“‘“““‘,“%P}? m/z.134.05. 53.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 \\\‘\\\\‘\A\‘\\\\‘\\\\
9.00 9.20 9.40 9.60
m/z 91.00 33.12%
77.7
0\zz(?i“\m\‘“\‘\“‘h“\u\‘\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 77.10 20.05%
77.7
L TS O 1 N
m/z--> 50 100 150 200 250 300 350 400
Abundance #17034: Benzene, 1,3-diethyl-
119.0 9.00 9.20 9.40 9.60
m/z 120.10  15.95%
5000
27.0 77ﬂ
S T I
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.480 6.81 ng/ul 170665 Naphthalene-d8 10.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 1088 (9.480 min): BG062932.D\data.ms (-1082) (-) m/z 119.10 100.00%
119.1
5000 jd\
S e e
39.1 77.0 9.20 9.40 9.60 9.80
b b ) 1674 2211 2703 ;934 05  42.85%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 e e e
9.20 9.40 9.60 9.80
m/z 90.95 21.70%
39.0 77.0
O ‘\‘ i‘” \h“\ “‘\ r ‘M\M! \“\ L S e s B e
m/z--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
9.20 9.40 9.60 9.80
5000 m/z 115.10 11.94%
39.0 77.0
fo) L “\ ih b ‘u‘ “ ‘M‘M‘! “\‘ — — —
miz--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 9.20 9.40 9.60 9.80
m/z 120.00 11.75%
5000
41.0 710‘
m/z--> 50 100 150 200 250 9.20 9.40 9.60 9.80

SFAM-EPA-BG091724.MA.M Thu Sep 19 20:03:55 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 24 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.539 11.77 ng/ul 294875  Naphthalene-d8 10.644

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 o-Cymene 134 C10H14 000527-84-4 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

Abundance Scan 1098 (9.539 min): BG062932.D\data.ms (-1093) (-) m/z 119.10 100.00%

119.1
5000
YL

9.50
o_HHM \ 1h) 1845 2680 4627 S4LU n/z 134.15  36.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A
950

o

39.0
‘\\Hh%‘\”\h\[“\”1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16997: o-Cymene
119.0 J\ J
A oA AM‘

9.50
5000 ITI z 77.05 10.18%
41.0
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 9.50
m/z 117.10 10.01%
5000
90 \ /\/\ /\
o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 26 Benzene, (2-methyl-2-propen... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.050 11.13 ng/ul 279048 Naphthalene-d8 10.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 50
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 50
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 50
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 50
Abundance Scan 1185 (10.050 min): BG062932.D\data.ms (-1179) (- | m/z 119.10 100.00%
119.1
5000
T ‘ T \A\ ‘
Tgﬁ 175.2 461. 109
ol hlialdd 1782 46l 0 117.10 87.89%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16141: Benzene, (2-methyl-2-propenyl)-
11v.0
\ /\
5000 SUAEDAS
10.00
65.0 m/z 91.10  40.23%
OlS.QII"‘l|
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0
10.00
5000 m/z 134.20 40.05%
51.0
REUIYITI ) —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)- b,
117.0 10.00
m/z 115.05 32.13%
5000
GST
01‘5:9“‘}LJ““"H““m‘x‘u‘HH_m‘m‘_‘H_m_mw
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 27 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.019 9.26 ng/ul 232193  Naphthalene-d8 10.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 95
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 91
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 64
4 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 49
5 2-Phenylpropenal 132 C9H80 004432-63-7 49

Abundance Scan 1520 (12.019 min): BG062932.D\data.ms (-1511) (- m/z 104.10 100.00%
104.1

5000
51.1
T f
‘ ﬂ N ‘ 1772 2853 3493  440.3495. 1200
O bbb L S R T e ey m/z 132,00 81.49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000 L
51.0 12.00
‘ m/z 103.10  63.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
O MN«J
MA\ T ‘ \,/\"\ T T ‘
12.00
5000 ITI/Z 78.10 57.95%
51.0‘
o_w“’u\m_‘ S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro- A )‘/
132.0 12.00

m/z 77.05 43.34%

5000
51.0

0 L ‘\ ) |ﬂ A

m/z--> 0 50 100 150 200 250 300 350 400 450 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 28 1-Methylindan-2-one Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.518 4.72 ng/ul 118343  Naphthalene-d8 10.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylindan-2-one 146 C10H1e0 035587-60-1 86
2 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 83
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76
4 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 58
5 3-Buten-2-one, 4-phenyl- 146 C10H1e0 000122-57-6 58

Abundance Scan 1605 (12.518 min): BG062932.D\data.ms (-1600) (- | m/z 131.05 100.00%
131.1

5000 i
‘ | “M 206.8 315.9 4027 469. 12.50 .
0 Ay, 25 ST AT TR m/z 146.00 78.23%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24910: 1-Methylindan-2-one
131.0
5000 ‘A‘ A : \
12.50
77.0 m/z 103.10 66.78%
200l
0 \l\?“‘r‘hrl‘\w\‘“\H\I\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
o MAM/M

12.50
5000 m/z 77.10 51.31%

H.JI}M.

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

Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0 12.50

m/z 117.15 38.26%

o

5000

)

MLMLﬂM“ i S\

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 32 Benzene, 1-pentenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.941 5.14 ng/ul 212008  Acenaphthene-die 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 72
2 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 68
3 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 64
4 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 53
5 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 53
Abundance Scan 1677 (12.941 min): BG062932.D\data.ms (-1673) (- | m/z 117.10 100.00%
117.1
5000
61 WAV A VY
’ 13.00
o kb J‘M‘wh“ bl IS 3843 328 14605 77.93%
miz--> 50 100 150 200 250 300 350 400
Abundance #24981: Benzene, 1-pentenyl-
117.0
5000 /k\ T T T \AA T
13.00
390 m/z 115.10 36.01%
0 \J“\‘\w‘“\“‘\‘h\‘\‘w\‘\h\‘x“‘\H\‘\H\‘H\\‘\\H‘\H\‘H\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #24961: Benzeneacetaldehyde, .alpha.-ethylidene-
11).0
13.00
5000 m/z 118.10 30.41%
51.0
ot i b
m/z--> 50 100 150 200 250 300 350 400 A
Abundance  #24963: Benzeneacetaldehyde, .alpha.-ethylidene- 4L, ey A
117.0 13.00
m/z 91.05 21.69%
5000
39.0
ol bt S
m/z--> 50 100 150 200 250 300 350 400 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 33 Benzoic acid, 3,4-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.276 3.69 ng/ul 152449  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 CS9H1e02 000619-04-5 93
2 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 86
3 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 60
4 Benzoic acid, 2,3-dimethyl- 150 C9H1e02 000603-79-2 58
5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-24-3 58
Abundance Scan 1734 (13.276 min): BG062932.D\data.ms (-1728) (- | m/z 105.10 100.00%
105.1
150.0
5000 \xA“MMMM
} | Y
0l M‘ 1, ‘Wm “w“‘ ‘ — 238 ‘8‘ A ‘3‘39,6‘378‘4“7‘ om/z 150.00  73.15%
m/z--> 150 200 250 300 350 400
Abundance #28334. Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000
13.00 13.50
51.0 \ m/Z 91.10 46.94%
O\\‘\‘\“‘“\‘h\h“\‘\““\\‘\“\ \\\\‘\\\\‘\\\\’\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0150.0
— —
13.00 13.50
5000 ITI z 77.10 41.55%
51.0 ’
oLl Ay
m/z--> 50 100 150 200 250 300 350 400 LLWAWWVMJJ\M
Abundance #28338: Benzoic acid, 3,5-dimethyl-
105.0150.0 1300 1350
m/z 79.10 33.47%
5000
A l \W WWA“W
m/z--> 5 100 150 200 250 300 350 400 1300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 34 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.446 3.98 ng/ul 164102  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 83
2 7-Methylindan-1-one 146 C10H1e0 039627-61-7 83
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 60
4 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 55
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 55

Abundance Scan 1763 (13.446 min): BG062932.D\data.ms (-1753) (- | m/z 117.10 100.00%

117.1
5000
63.1 T S
HHM 1922 2946 4010 13.50
bbb b P22 2948 TOLD SILY w7 146.05  96.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0
5000
13.50
39.0 m/z 118.10 76.31%
O‘\\I\I‘fJ‘}“\[‘\\‘li\‘\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24911: 7-Methylindan-1-one
146.0 K }\
R
13.50
5000 m/z 115.10 46.53%
91.0
7
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl- W‘”‘W"\M —
117.0 13.50
m/z 91.05 33.00%
5000
39.0
0‘HHMWHJJH\\M\H‘\H\M\\w\u\‘u\w\\u‘u\\w\ P
m/z--> 0 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\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 35 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.517 17.44 ng/ul 719840  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 68
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 58
3 Benzoic acid, 2,4,6-trimethyl- 164 C1OH1202 000480-63-7 46
4 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 43
5 2-Ethyl-2-phenylaziridine 147 C10H13N 000768-82-1 43

Abundance Scan 1775 (13 517 min): BG062932.D\data.ms (-1768) (- | m/z 146.05 100.00%
46.1
- M
L ‘
i \ |
O bbbl L) 22082810 44665035 ;164 05 65.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 . ‘
13.50
91.0 m/Z 117.10 42 .05%
O‘\\\\P‘h‘\ulﬂlﬂj[“\“\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39300: Benzoic acid, 2,4,6-trimethyl-
146.0
e :
13.50
5000 m/z 118.10 39.66%
AIAIL
m/z--> O 50 lOO 150 200 250 300 350 400 450 500 /\
Abundance #39287: Benzoic acid, 2,4,6-trimethyl- et ‘
146.0 13.50
m/z 91.05 38.92%
) V]U\/LV\/MM
oq A
m/z--> 0 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\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 36 Benzene, 2-propenyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.617 7.83 ng/ul 323061 Acenaphthene-d10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 84
2 7-Methylindan-1-one 146 C10H1e0 039627-61-7 68
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 1H-Imidazole, 4,5-dihydro-2-phenyl- 146 C9H1ON2 000936-49-2 55
5 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 52
Abundance Scan 1792 (13.617 min): BG062932.D\data.ms (-1786) (- | m/z 117.10 100.00%
117.1
- /\me
63-1 164-1 AJ,\\ T ‘ T T ‘ T
iy | | s
ol bbb AR LI 2176 sAL1 3950 ae o5 95314
m/z--> 50 100 150 200 250 300 350
Abundance #10191: Benzene, 2-propenyl-
11v.0
5000 ~Les T T ‘/\‘/
13.50 14.00
510 m/z 118.10  46.88%
O\\‘\“\}L‘\““\m“\‘h““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #24911: 7-Methylindan-1-one
146.0 j\
e e
13.50 14.00
5000 ITI/Z 91.10 41.40%
91.0
39.0
ol
m/z--> 50 100 150 200 250 300 350
Abundance #10203: Benzene, 1-ethenyl-2-methyl- T T
117.0 13.50 14.00
m/z 115.10  39.73%
5000
39.0
O‘H“““‘ VAL
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 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 unknown-03 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.661 49.36 ng/ul 2037740  Acenaphthene-d10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-(2-(2-Butoxyethoxy)ethoxy)acet... 220 C10H2005 075427-76-8 47

2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 43
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 43
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 40

5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 38

Abundance Scan 2140 (15.661 min): BG062932.D\data.ms (-2133) (-
45.1

m/z 45.10 100.00%

5000 103.1

R—

‘ —
| 15.50 16.00
ol AMLLL | 17332300  327.8387.6 516 ., s57.1p  94.21%

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

Abundance #98212: 2-(2-(2-Butoxyethoxy)ethoxy)acetic acid
45.0

103.0

5000 — —
15,50 16.00
h MJWH 1

m/z 103.05 51.13%
‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

—

o

—

Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- ——
57.0 15.50 16.00

m/z 75.10  23.75%

Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
— —
15.50 16.00
5000 ITI/Z 41.10 47 .74%
ol llihy 220

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

i

5000

0|’|hp310 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50 16.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

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

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

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

Peak Number 39 Benzenesulfonylamino-acetic... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.042 6.21 ng/ul 295493  Phenanthrene-di10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonylamino-acetic acid... 260 C8H8N206S 1000301-09-0 50
2 N-(2-Cyano-ethyl)-benzenesulfona... 210 C9H10N202S 002619-21-8 50
3 Propanedinitrile, [1-phenyl-2-(p... 308 C17H12N202S 136289-43-5 50
4 [(Phenylsulfonyl)amino]acetic acid 215 C8H9NO4S 005398-96-9 47
5 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 47

Abundance Scan 2375 (17.042 min): BG062932.D\data.ms (-2370) (- | m/z 77.10 100.00%
—
169.9

5000
T \
‘ 17.00
Ol b b e S22 922 m/z 169.95  81.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #148687: Benzenesulfonylamino-acetic acid, N-nitro-
71.0
141.0
5000 — :
17.00
m/z 141.00 80.32%
215.0
O‘\\\l\‘h"\l\”\\l‘\\\\“I\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\

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

Abundance #88006: N-(2-Cyano-ethyl)-benzenesulfonamide
77.0

17.00
5000 141.0 m/z 51.10  23.95%

150,| | 210.0

‘\‘\\’\\\‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\

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

Abundance #209055: Propanedinitrile, [1-phenyl-2-(phenylsulfonyl)et papat ot
77.0 17.00

m/z 78.00 11.30%

o

141.0
5000

‘ 308.0 AM
0 | | 204.0 \

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062932.D

Acqg On : 19 Sep 2024 6:56
Operator : JU/RC

Sample : P3997-11

Misc :

ALS Vvial : 24 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethylbenzene 5.385 132.9 ng/ul 2405560 1 7.859 362124 20.0
o-Xylene 5.520 240.4 ng/ul 4352270 1 7.859 362124 20.0
unknown-01 5.826 7.2 ng/ul 129853 1 7.859 362124 20.0
Benzene, (1-met... 6.355 3.6 ng/ul 65715 1 7.859 362124 20.0
Benzene, 1-ethy... 6.954 4.6 ng/ul 82922 1 7.859 362124 20.0
2,4-Nonadiyne 7.083 4.8 ng/ul 87317 1 7.859 362124 20.0
Benzene, 1l-ethy... 7.254 4.4 ng/ul 80421 1 7.859 362124 20.0
unknown-02 7.283 3.1 ng/ul 56765 1 7.859 362124 20.0
Benzene, 1-ethy... 7.506 15.9 ng/ul 287966 1 7.859 362124 20.0
Benzene, 1,2,3-... 7.970 10.8 ng/ul 195206 1 7.859 362124 20.0
Benzene, cyclop... 8.229 5.7 ng/ul 102471 1 7.859 362124 20.0
Cyclohexanone, 8.282 56.3 ng/ul 1019800 1 7.859 362124 20.0
Oxirane, 2-meth... 8.405 3.1 ng/ul 56500 1 7.859 362124 20.0
Cyclohexanol, 3... 8.476 31.7 ng/ul 574767 1 7.859 362124 20.0
Diethyl carbitol 8.652 15.7 ng/ul 284190 1 7.859 362124 20.0
Butoxyacetic acid 8.822 11.3 ng/ul 204621 1 7.859 362124 20.0
Benzene, 2-ethy... 8.957 10.7 ng/ul 193889 1 7.859 362124 20.0
Benzene, 4-ethy... 9.292 3.4 ng/ul 83861 2 10.644 501259 20.0
Benzene, 1,2,4,... 9.480 6.8 ng/ul 170665 2 10.644 501259 20.0
o-Cymene 9.539 11.8 ng/ul 294875 2 10.644 501259 20.0
Benzene, (2-met... 10.050 11.1 ng/ul 279048 2 10.644 501259 20.0
1H-Inden-1-one,... 12.019 9.3 ng/ul 232193 2 10.644 501259 20.0
1-Methylindan-2... 12.518 4.7 ng/ul 118343 2 10.644 501259 20.0
Benzene, l1l-pent... 12.941 5.1 ng/ul 212008 3 14.492 825647 20.0
Benzoic acid, 3... 13.276 3.7 ng/ul 152449 3 14.492 825647 20.0
Benzene, 1l-ethe... 13.446 4.0 ng/ul 164102 3 14.492 825647 20.0
Benzoic acid, 2... 13.517 17.4 ng/ul 719840 3 14.492 825647 20.0
Benzene, 2-prop... 13.617 7.8 ng/ul 323061 3 14.492 825647 20.0
unknown-03 15.661 49.4 ng/ul 2037740 3 14.492 825647 20.0
Benzenesulfonyl... 17.042 6.2 ng/ul 295493 4 17.242 951952 20.0
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