LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc :

ALS Vvial : 29 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-BG010622.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51964.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.010 85 89 96 rBV 8359 14777 2.17% 0.138%
2 5.714 374 379 384 rVWV 35643 54320 7.99% 0.508%
3 5.843 395 401 411 rVB 130361 247303 36.36% 2.312%
4 6.172 452 457 460 rVvV4 4702 7168 1.05% 0.067%
5 6.225 460 466 474 rVB 73180 115716 17.01% 1.082%
6 6.489 505 511 520 rBV6 10764 25112 3.69% 0.235%
7 6.613 526 532 539 rVB3 8455 16993 2.50% 0.159%
8 6.707 542 548 556 rBV6 14181 30580 4.50% 0.286%
9 6.777 556 560 566 rVB 26981 36529 5.37% 0.342%
106 6.830 566 569 570 rBV 5486 6344 0.93% 0.059%
11 6.865 572 575 579 rBV2 16716 25731 3.78% 0.241%
12 6.989 592 596 600 rVB3 5270 7163 1.05% 0.067%
13 7.053 601 607 611 rBvV3 6731 10740 1.58% 0.100%
14 7.130 611 620 625 rBv4 13487 34779 5.11% 0.325%
15 7.218 625 635 640 rBvVv2 59917 127149 18.70%  1.189%
16 7.277 640 645 648 rVW 36947 53318 7.84% 0.499%
17 7.324 648 653 658 rVW 113043 169441 24.91%  1.584%
18 7.382 658 663 670 rVB3 133731 232941 34.25% 2.178%
19 7.459 670 676 683 rVB 82649 140062 20.59% 1.310%
20 7.553 685 692 699 rBV3 38254 80114 11.78% 0©.749%
21 7.629 699 705 710 rBV 55384 87617 12.88% 0.819%
22 7.699 713 717 718 rVV4 6222 8851 1.30% 0.083%
23 7.729 718 722 725 rVW3 18236 30295 4.45% 0.283%
24 7.770 725 729 739 rVWW3 50025 105895 15.57%  0.990%
25 7.893 739 750 757 rVWV2 249784 499973 73.51% 4.675%
26 7.970 759 763 768 rVB4 18748 30164 4.44% 0.282%
27 8.023 768 772 773 rBV3 4529 5882 0.86% 0.055%
28 8.070 778 780 785 rVB5S 7859 8972 1.32% 0.084%
29 8.228 801 807 808 rBV2 85122 138105 20.31% 1.291%
30 8.363 826 830 838 rvB2 81913 147608 21.70%  1.380%
31 8.434 838 842 847 rBV5 23565 38888 5.72% 0.364%
32 8.487 847 851 857 rVvVv3 31234 67384 9.91% 0.630%
33 8.540 857 860 866 rVB4 36640 59721 8.78% ©.558%
34 8.628 868 875 881 rBV 173109 297972 43.81% 2.786%
35 8.751 891 896 897 rBV3 18575 27856 4.10% 0.260%

36 8.798 897 904 908 rVw3 65848 130493 19.19% 1.220%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc :

ALS Vvial : 29 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-BG010622.M
Title : SVOA CALIBRATION
37 8.833 908 910 915 rVB 39507 54443 8.01% 0.509%
38 8.898 915 921 926 rBv4 87846 214216 31.50% 2.003%
39 9.015 936 941 945 rBV 43918 69390 10.20% 0.649%
40 9.062 945 949 952 rvVB2 12936 19699 2.90% 0.184%
41 9.103 952 956 959 rBv4 14815 22032 3.24% 0.206%
42 9.209 970 974 978 rBV3 22057 34291 5.04% 0.321%
43 9.262 979 983 992 rvVB 28442 50310 7.40% 0.470%
44  9.368 992 1001 1005 rBV2 61685 129814 19.09%  1.214%
45  9.415 1005 1009 1013 rVB 32976 49682 7.30% 0.465%
46 9.532 1026 1029 1033 rVB5 8247 11467 1.69% 0.107%
47  9.620 1033 1044 1053 rBV8 33559 105627 15.53% 0.988%
48 9.744 1054 1065 1073 rVB1lo 30004 94901 13.95% 0.887%
49 9.902 1086 1092 1096 rBV4 30767 54575 8.02% 0.510%
50 9.955 1096 1101 1106 rVV2 32725 59233 8.71% 0.554%
51 9.996 1106 1108 1118 rVB7 12843 25858 3.80% 0.242%
52 10.149 1124 1134 1139 rBvV3 48734 102683 15.10% 0.960%
53 10.196 1139 1142 1147 rVV3 21856 37821 5.56% 0.354%
54 10.267 1149 1154 1159 rVV5 22780 44634 6.56% 0.417%
55 10.325 1159 1164 1173 rVB5 19273 48133 7.08% 0.450%
56 10.413 1173 1179 1185 rBV7 17323 35042 5.15% 0.328%
57 10.484 1185 1191 1198 rVV5 36508 70915 10.43% 0.663%
58 10.537 1198 1200 1205 rVB3 11413 14163 2.08% 0.132%
59 10.596 1205 1210 1213 rBvV3 11857 16931 2.49% 0.158%
60 10.695 1222 1227 1235 rVB3 57777 112154 16.49% 1.049%
61 10.977 1271 1275 1280 rVB6 5954 9987 1.47% 0.093%
62 11.042 1281 1286 1288 rvVv2 13971 21227 3.12% 0.198%
63 11.083 1288 1293 1298 rVV 128581 249426 36.67%  2.332%
64 11.136 1298 1302 1309 rVV 175167 310260 45.62% 2.901%
65 11.206 1309 1314 1326 rVV4 57777 147445 21.68% 1.379%
66 11.300 1326 1330 1336 rVB6 6412 10930 1.61% 0.102%
67 11.794 1408 1414 1418 rVB5 7171 13674 2.01% 0.128%
68 11.835 1418 1421 1425 rVB2 3847 5489 0.81% 0.051%
69 11.911 1429 1434 1441 rBV6 6337 13074 1.92% 0.122%
70 11.988 1441 1447 1452 rBV4 7720 14998 2.21% 0.140%
71 12.094 1459 1465 1469 rBV3 15766 24903 3.66% 0.233%
72 12.182 1477 1480 1486 rVB4 4932 7885 1.16% 0.074%
73 12.270 1490 1495 1500 rBV6 4056 7063 1.04% 0.066%
74 12.475 1524 1530 1536 rVB5 13331 22846 3.36% 0.214%
75 12.622 1551 1555 1560 rBv4 6056 11143 1.64% 0.104%

76 12.728 1565 1573 1580 rVB 395120 680112 100.00% 6.360%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc :

ALS Vvial : 29 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-BG010622.M

Title : SVOA CALIBRATION

77 12.845 1586 1593 1597 rBV3 5899 12730 1.87% 0.119%
78 12.945 1602 1610 1617 rVB 138181 235370 34.61% 2.201%
79 13.104 1633 1637 1640 rBV3 3463 5321 0.78% 0.050%
80 13.274 1663 1666 1672 rVB5 5254 8345 1.23% 0.078%
81 13.351 1676 1679 1684 rVB3 3480 5778 ©.85% 0.054%
82 13.421 1684 1691 1698 rVB4 8651 15754 2.32% 0.147%
83 13.721 1732 1742 1747 rBV2 36438 75058 11.04% 0.702%
84 13.920 1772 1776 1787 rVB 10707 18103 2.66% 0.169%
85 14.050 1793 1798 1799 rBV3 12795 15619 2.30% 0.146%
86 14.208 1819 1825 1830 rVv4 15937 33869 4.98% 0.317%
87 14.279 1830 1837 1841 rVV 125587 190926 28.07% 1.785%
88 14.326 1841 1845 1847 rVV5 8410 14172 2.08% 0.133%
89 14.355 1847 1850 1854 rVB5 12568 15304 2.25% 0.143%
90 14.584 1883 1889 1894 rBvV2 138939 219491 32.27% 2.052%
91 14.725 1909 1913 1918 rVB3 24507 34396 5.06% 0.322%
92 14.890 1936 1941 1948 rVB 246119 382269 56.21% 3.574%
93 15.066 1967 1971 1977 rBV2 37885 59216 8.71% 0.554%
94 15.877 2105 2109 2115 rBV 177299 264660 38.91% 2.475%
95 17.639 2404 2409 2417 rVB 327151 489315 71.95% 4.575%
96 17.739 2422 2426 2431 rVB2 232022 342411 50.35% 3.202%
97 20.018 2809 2814 2819 rVB 295843 422852 62.17%  3.954%
98 21.957 3138 3144 3152 rVB 326065 578192 85.01% 5.406%
99 25.199 3686 3696 3706 rVB 151819 441986 64.99% 4.133%
100 25.446 3727 3738 3753 rBV3 186239 662836 97.46% 6.198%

Sum of corrected areas: 10694405
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051964.D\data.ms

12.728

400000
350000
300000

7.893
250000

200000 8.628 11.136

150000 5.843 12.945

100000

10.695 1111206
50000 5.7 0.484

4.010 6.175 6L

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\.\\M‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051964.D\data.ms
17.639

400000 20.018
350000 17.739 21.957

300000
14.890

250000 15.877

200000

150000

100000

50000

e L ——————

Time--> 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: BG051964.D\data.ms

400000
350000
300000

250000
25.446
25.199

200000
150000
100000

50000
ST, WP N JA. S A SO . USSP~ SO

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

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\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 16
R.T. EstConc Area Relative to ISTD R.T.
5.714 7.87 ng/ul 54320 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 91
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 o-Xylene 106 C8H10 000095-47-6 68
Abundance Scan 379 (5.714 min): BG051964.D\data.ms (-374) (-) m/z 91.15 100.00%
91.2
5000
106.2
H_m,uu_m,uw
38,1 51.1 65.0 78.2 5.40 5.60 5.80 6.00
Obrrrprrerprrerrerrocorre el e m/z 106,15 30.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
5000 \\‘\\\\’\\\\‘\\\\’\\\\‘}
106.0 5.40 5.60 5.80 6.00

m/z 51.15  9.45%
70 510 650 780

O \\\l’.g\\%ﬂ.\\’\\\‘\‘\\\1"1\\\}}\\\‘\‘\‘\\‘\\\H“\\\\‘1\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5734: Ethylbenzene
91.0 )
R AL A SRR
5.40 5.60 5.80 6.00
5000 ITI/Z 65.00 8.53%
106.0
51.0 65.0 78.0
0 m,ww‘,‘z“?‘?‘u“,w;“wH‘HW‘Mw‘lwm‘mm
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5735: Ethylbenzene H_m,uu_m,mw}
91.0 5.40 5.60 5.80 6.00
m/z 77.05 7.66%
5000
106.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.843 35.81 ng/ul 247303 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 o-Xylene 106 C8H10 000095-47-6 95
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
Abundance Scan 401 (5.843 min): BG051964.D\data.ms (-395) (-) m/z 91.15 100.00%
91.2
5000 106.2
e EARAmEARE o
391 511 g5p (12 5.60 5.80 6.00 6.20
0 Wm,m;‘WHﬂ‘mwMwH”_m‘!wwww m/z 106.15  46.60%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 T R T T
5.60 5.80 6.00 6.20
390 270 m/z 105.15 19.64%
270 ‘- 51.0 g50 ‘-
O\‘\\\‘\’\\\}‘\\\\}M‘\\\‘H\‘\\‘\\\H‘\\\\“1\\\‘\‘{\‘\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5727: 0-Xylene
91.0
e
5.60 5.80 6.00 6.20
5000 106.0 m/z 77.15 15.61%
270 39‘.0 SJ‘..O 65.0 77‘.0
0 “m“,mumHHHH‘;“‘H‘MWHu‘luw‘m‘wuu
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene T A EaE
91.0 5.60 5.80 6.00 6.20
m/z 39.15 11.67%
5000 106.0
27.0 39‘-0 51"0 65.0 77"0 i
o) S 0§ RN MO | MMM e e
m/z--> 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 o-Xylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.225 16.76 ng/ul 115716 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
2 o-Xylene 106 C8H10 000095-47-6 95
3 o-Xylene 106 C8H10 000095-47-6 94
4 p-Xylene 106 C8H10 000106-42-3 94
5 p-Xylene 106 C8H10 000106-42-3 94
Abundance Scan 466 (6.225 min): BG051964.D\data.ms (-460) (-) m/z 91.15 100.00%
91.2
5000 431 106.2
57.1 \
A RREEEE
| ‘ | 77‘-2 | ‘ 6.00 6.20 6.40 6.60
bttt Ll L L m/z 106.15 39.33%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 L T T T
6.00 6.20 6.40 6.60
390 770 m/z 43.15 37.10%
27.0 ‘ 510 650 ‘
O \‘\\\‘\‘\\\}‘\\\\}M‘\\\’H\‘\\‘\\\H‘\\\\“1\\\‘\‘{\‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5727: 0-Xylene

1’ . iy

A
LR L R B R B B

6.00 6.20 6.40 6.60

5000 106.0 ITI/Z 57.15 29.11%
270 39‘.0 51.0 65.0 77‘.0
0 wH“\H‘H‘m‘““HH‘“H\WH\H“‘\lm\““‘wm
miz--> 20 30 40 50 60 70 80 90 100 110 J\ /\
Abundance #5730: o-Xylene SRUUR SN T W | A MY
91.0 6.00 6.20 6.40 6.60

m/z 41.15 20.10%

5000
106.0

39.0 51.0 65.0 77.0
27.0 ‘ “M \“ ‘H ‘ “‘

o

m/z--> 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-01 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.489 3.64 ng/ul 25112 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Fluorononane 146 COH19F 000463-18-3 38
2 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 38
3 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 37
4 Heptane, 2,4,6-trimethyl- 142 C1eH22 002613-61-8 37
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 37
Abundance Scan 511 (6.489 min): BG051964.D\data.ms (-505) (-) m/z 43.15 100.00%
3.1
85.0
5000
I ‘ H 12‘5-2 6.20 6.40 6.60 6.80
obrrprrelbed Ll L Wz 57.15 67.19%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #25730: 1-Fluorononane
43.0
5000 RS e e e
70.0 6.20 6.40 6.60 6.80
97.0 m/z 41.15 61.25%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
6.20 6.40 6.60 6.80
5000 85.0 m/z 85.05 57.94%
T O 2
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 M A A (ﬂ\
Abundance #248558: Oxalic acid, allyl pentadecy! ester ‘H“‘H“‘H,“H‘n‘u
41.0 6.20 6.40 6.60 6.80
m/z 55.15 50.48%
5000
71.0
111.0
0 "“““‘“‘H‘H!‘“1“““M‘m“"“‘““;‘3“9(9W‘H“kuu‘mw‘z??"(‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.613 2.46 ng/ul 16993 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 @07154-79-2 59
3 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 45
Abundance Scan 532 (6.613 min): BG051964.D\data.ms (-526) (-) m/z 57.15 100.00%
57.1

5000 A M /\ J

9 3 176.1 382  6.20 6.40 6.60 6.80 7.00

ome_m_m_“H_m_m_”wm“ m/z 43.15 60.43%
mlz--> 50 100 150 200 250 300 350
Abundance #22082: Nonane, 4-methyl-
57.0
5000
98.0 6.20 6.40 6.60 6.80 7.00
m/z 71.15 43.78%
‘ ‘ 142.0
O\\‘\\‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
6.20 6.40 6.60 6.80 7.00
5000 ITI/Z 70.15 38.26%
99.0
L5‘M ‘ |
oLy
miz--> 50 100 150 200 250 300 350 m r\ m (
Abundance #59060: Undecane, 4,5-dimethyl- B S AR
57.0 6.20 6.40 6.60 6.80 7.00

m/z 41.10 34.88%

5000
112.0 M
LU L sss0 M

L B I L ) L L B B B ‘\\\\‘\\\\‘\V\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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-02 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.707 4.43 ng/ul 30580 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 49
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 46
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 46
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 43
5 1-Hepten-5-yne, 2-methyl-3-methy... 120 C9H12 076003-40-2 43
Abundance Scan 548 (6.707 min): BG051964.D\data.ms (-542) (-) m/z 105.15 100.00%
105.2
43.1
57.1
5000 .2
85.0 120.2 H‘HH‘HH‘HHMH\/‘

‘ ‘ ‘ ‘ 6.40 6.60 6.80 7.00
",H","H,"‘“\"";"l""M""‘H“"Hmhm\ww\w Lwemen T

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10712: Benzene, (1-methylethyl)-
105.0
5000
6.40 6.60 6.80 7.00
77.0 120.0 m/z 57.15 67.03%

51.0

910
140270 | "l g0 || 90 |||
\\’\\\\’\\\\’\\\\’11\\’1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10711: Benzene, (1-methylethyl) //\/
105.0 MA

L L R R L A R R

6.40 6.60 6.80 7.00

o

5000 ITI/Z 41.15 56.04%
120.0
51.0 77.0
27.0 91.0 ‘
bbb e el
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #10706: Benzene, (1-methylethyl)- R
105.0 6.40 6.60 6.80 7.00

m/z 71.15 50.42%

5000

120.0

270 510 ‘ 91.0
0 L \‘ \‘ | ol
e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.777 5.29 ng/ul 36529 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 83
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 78
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 78
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
Abundance Scan 560 (6.777 min): BG051964.D\data.ms (-556) (-) m/z 57.15 100.00%
57.1

ull

o o A e e
‘ 85.2 113.2

| 6.40 6.60 6.80 7.00
ol A e m/z 71.15 73.07%

miz-> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000

6.40 6.60 6.80 7.00
113.0 m/z 43.15 57.12%

‘ 85.0 '
oraso | L 0 T | o
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-

57.0

6.40 6.60 6.80 7.00

5000 410 m/z 41.20 46.59%
113.0
o220 W WL B ] 420
miz--> 20 40 60 80 100 120 140 /&4\
Abundance #22077: Nonane, 3-methyl- A
57.0 6.40 6.60 6.80 7.00

m/z 56.15 41.14%

5000
41,0

112.0
ol 15.0 \‘ \‘\ il 8?'0 [ 142.0 MWH\ //V\MI\M\/\

m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 (DEL) Alkane: Cyclic6.865 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.865 3.73 ng/ul 25731 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 58
2 1-Pentene, 2,3,3-trimethyl- 112 C8H16 000560-23-6 53
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 53
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 47
Abundance Scan 575 (6.865 min): BG051964.D\data.ms (-572) (-) m/z 55.15 100.00%
55.1
5000
I H 12‘6'2 2408 o1 6.60 6.80 7.00 7.20
ot Ll T m/z 83.15 92.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13196: Cyclohexane, propyl-
83.0
5000
6.60 6.80 7.00 7.20
27, m/z 41.15 55.99%
O‘\\H\M‘l\h}\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7620: 1-Pentene, 2,3,3-trimethyl-
55.0
n\u‘\v\\‘uu’u\v‘mu
6.60 6.80 7.00 7.20
5000 m/z 82.10 40.01%
e
0‘\Hi‘\‘\‘\\‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 F
Abundance #7535: Cyclohexane, ethyl- A‘W“‘W“‘wk“W‘AN
83.0 6.60 6.80 7.00 7.20
m/z 57.15 22.41%
5000
29.# ‘
ol
m/z--> 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\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.130 5.04 ng/ul 34779 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
Abundance Scan 620 (7.130 min): BG051964.D\data.ms (-611) (-) m/z 57.25 100.00%
57.3
5000
98.2
|| H ‘ ‘ 301 6.80 7.00 7.20 7.40
o Al wjz 43.15 75.38%
m/z--> 0 50 100 150 200 250 300
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0
5000
6.80 7.00 7.20 7.40
m/z 41.05 53.52%
O ‘ \‘\ L ““\ ‘” \“\ ‘ \‘\ L ‘ T T T T ’ L ’ L ‘ T
miz--> 0 50 100 150 200 250 300
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
\\\‘\\\\‘\\\V‘\\\\’\\\\‘
6.80 7.00 7.20 7.40
5000 85.0 m/z 56.25 32.10%
T
miz--> 0 50 100 150 200 250 300
Abundance #8644: Hexane, 2,4-dimethyl-
43.0 6.80 7.00 7.20 7.40
m/z 85.15 26.50%
5000
85.0
0 S
m/z--> 0 50 100 150 200 250 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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-03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.218 18.41 ng/ul 127149 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 38
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 35
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 35
4 Benzene, propyl- 120 C9H12 000103-65-1 30
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 27
Abundance Scan 635 (7.218 min): BG051964.D\data.ms (-625) (-) m/z 91.15 100.00%
91.2
57.1
5000 /\/\
| H | 6.80 7.00 7.20 7.40 7.60
0 b el il Jm”wu“\uu‘u_m_m_m_u m/z 57.15 81.19%
m/z--> 20 40 0 80 100 120 140 160 180
Abundance #10702: Benzene, propyl-
91.0
5000
6.80 7.00 7.20 7.40 7.60
120.0 m/z 43.15 62.40%
390 650
O \\\‘\\\\“‘\\‘\\‘\‘\\\“\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.15 36.02%
29.0
‘ ‘ 99.0
0““‘L‘qh‘JN“M‘““AM‘J““H“““H““‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl- R ARRERSEEREE
57.0 6.80 7.00 7.20 7.40 7.60
m/z 71.15 24.56%
5000
29.0 98.0
ol Az a0 aeso o a1
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.277 7.72 ng/ul 53318 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 83
2 Tetradecane 198 C14H30 000629-59-4 78
3 Tridecane 184 C13H28 000629-50-5 78
4 Undecane 156 C11H24 001120-21-4 72
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
Abundance Scan 645 (7.277 min): BG051964.D\data.ms (-640) (-) m/z 43.15 100.00%
43.1
5000 71.2 \ ,:
M ‘ 98"2 o7a 2062 7.00 7.20 7.40 7.60
o““w““‘u‘W‘pw“L“w“w“w“w“_“w“u m/z 57.10  97.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000
71.0 7.00 7.20 7.40 7.60

m/z 41.15 53.85%

99.0 142.0

O T 20.4 \“‘} T \‘ ‘ T \“\ T ‘ 1 TT \H‘ TT \ T ‘ TTTT “\ TTT ‘ TTTT ‘ TTT \2‘(\)\7\0\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #74006: Tetradecane W
57.0

L R L B B A I

7.00 7.20 7.40 7.60

5000 m/z 71.15 40.67%
85.0
29.0
ol |90 300 16go 0
“ R L R BAA Ea Baa e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 \N\
Abundance #59026: Tridecane HW/"\WHHWHWH

57.0 7.00 7.20 7.40 7.60
m/z 42.15 24.14%

5000
290 85.0
| ‘ H | 112.0 141.0 184.0
(MBS AN | Y M i -

m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

SFAM-EPA-BGO10622.M Thu Jan 13 18:38:26 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Benzene, 1-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.324  24.54 ng/ul 169441 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 653 (7.324 min): BG051964.D\data.ms (-648) (-) m/z 105.10 100.00%
105.1
5000
120.2
772 AEEEmaE Ly
39.1 63.1 ‘ 91‘.1 7.00 7.20 7.40 7.60
Otttk el m/z 120015 30.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 L L R R IR B
7.00 7.20 7.40 7.60
120.0
79.0 m/z 77.15 16.82%
39.0 65.0 ‘
O \\’\\\\’\\\\’\\\\"\\\\’\H\‘\‘\‘H‘\\\H‘\\\\93\(\)\‘\‘\1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
H‘H‘W‘H“H‘W‘H“
7.00 7.20 7.40 7.60
5000 m/z 91.10 15.46%
120.0
77.0 91.0
L TN MO ) T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #10707: Benzene, 1,2,3-trimethyl- R A
105.0 7.00 7.20 7.40 7.60
m/z 103.15 10.28%
5000 120.0
39.0 77.0 91.0 /\
A . N OO S | 0 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60

SFAM-EPA-BGO10622.M Thu Jan 13 18:38:27 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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, 1,2,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.459  20.28 ng/ul 140062 1,4-Dichlorobenzene-d4 8.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 676 (7.459 min): BG051964.D\data.ms (-670) (-) m/z 105.10 100.00%
106.1
5000 120.2

R AN ERRREE

391 630 77"2 91‘-2 7.20 7.40 7.60 7.80
oH_m_m‘HH“mHMm_wwul“wmH_‘m‘wm“hw m/z 120.15  41.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #10717: Benzene, 1,2,4-trimethyl-

105.0

Ll

5000 L N
7.20 7.40 7.60 7.80

m/z 77.15 15.39%

270 510 7.0 910 |
[Nl

Ly ‘\\64\'0 ‘\‘ ‘\ \\‘ |

o

H‘HH‘HH‘HH“HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10691: Mesitylene
105.0 /\
A A

120.0 L L L I L B L R I R
7.20 7.40 7.60 7.80

5000 m/z 91.15 13.36%
39.0 630 /0 910 ‘
o SNSRI PRk NN 1 R S 1 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ /\
Abundance #10695: Mesitylene e e

105.0 7.20 7.40 7.60 7.80
m/z 119.15 12.06%

120.0
5000
39.0 77.0 91.0 /\
0 26,0 [ i \(\33?'\0 . ‘\\ L l \‘\“ A

\\‘\\\\‘\\\r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ “\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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, 1-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.629 12.69 ng/ul 87617 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 705 (7.629 min): BG051964.D\data.ms (-699) (-) m/z 105.15 100.00%
105.2
5000
120.2 A
91.0 R e
sy 511 77"2 | 7.40 7.60 7.80 8.00
Ot o el b e m/z 120015 30.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
120.0 7.40 7.60 7.80 8.00
m/z 91.05 16.91%
39.0 77.0 91.0
0 \\’H\\’\2\6\\9\\H"‘HH"‘\‘H\‘B‘%\.R|H\‘H“\H|‘M\\|\‘11\|H‘H‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl- /\A
105.0
7.40 7.60 7.80 8.00
5000 120.0 m/z 77.15 14.77%
28.0 77.0 910
P N " O N Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10695: Mesitylene Ao e ey
105.0 7.40 7.60 7.80 8.00
m/z 103.15 10.45%
120.0
5000
39.0 77.0 91.0 /M/\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.893 72.40 ng/ul 499973  1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 750 (7.893 min): BG051964.D\data.ms (-739) (-) m/z 105.15 100.00%
105.2
5000 120.2 /\ j\
. 77"2 7.60 7.80 8.00 8.20
Oterrrrere S st e bl m/z 120015 38.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
L |
5000 L L L I B L BN
120.0 7.60 7.80 8.00 8.20
m/z 77.15 15.54%
) 77.0
O \\‘]-\\5\-\()‘\\\‘I“H\f‘[‘\\HN{‘H\G‘zir\p\\‘\\\m‘\H\“HH‘\‘\1\‘H‘\‘\“‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
“W‘H‘W“W‘H‘_“
7.60 7.80 8.00 8.20
5000 120.0 m/z 91.15 11.68%
77.0
NS PO VR T Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\\ /\
Abundance #10695: Mesitylene ‘H“‘H,“‘W“‘W‘A‘
105.0 760780800820
m/z 119. 11.48%
120.0
5000
390 590 77‘0 N
OFrrprrrr eyl e e e ‘,“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20

SFAM-EPA-BG010622.M Thu Jan 13 18:38:30 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 Benzofuran Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.970 4.37 ng/ul 30164 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 52
2 Benzofuran 118 C8H60 000271-89-6 50
3 Benzofuran 118 C8H60 000271-89-6 50
4 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 49
5 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 43
Abundance Scan 763 (7.970 min): BG051964.D\data.ms (-759) (-) m/z 118.10 100.00%
118.1
89.2
5000 55.1
41.1  RNu I | BT N
m ‘FF'O M | 140.2 7.60 7.80 8.00 8.20
Oberprereprersbeb il R wz 8915 e1.92%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10175: Benzofuran
118.0
o hll
5000 L L B L I LA B
90.0 7.60 7.80 8.00 8.20
63.0 m/z 97.15 56.48%
39.0 ‘
OH‘Hi‘\“\\\‘”‘u‘u“\H\“‘MH‘HH‘\\\‘\“HH‘HH‘\H“HH’HH‘HH’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10174: Benzofuran
118.0
7.60 7.80 8.00 8.20
5000 m/z 55.15 45.15%
90.0
63.0
39.0 ‘
Obrprrterrrtlietebreal et e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10172: Benzofuran R EEaammmaEE R
118.0 7.60 7.80 8.00 8.20
m/z 90.10 39.91%
5000
90.0
39.0 62.0 (L
m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20

SFAM-EPA-BGO10622.M Thu Jan 13 18:38:31 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.363 21.38 ng/ul 147608 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 830 (8.363 min): BG051964.D\data.ms (-826) (-) m/z 105.15 100.00%
105.2
5000
120.2 /\ A/\
R RRACREREREEER Ot
39.1 i 8.00 8.20 8.40 8.60
570, MLl 1303 ;
Ob bl Al 292 m/z 120,15 35.83%
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 L L L L B B B
120.0 8.00 8.20 8.40 8.60
m/z 77.10 16.05%
39.0 77.0
O \]-\5\.()‘ \M T \“‘\ \““ \6‘2“'\p\ T \M‘ T \‘\ T "\‘\ \‘\““\ LI ’ L
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 ,A
120.0 8.00 8.20 8.40 8.60
5000 m/z 119.10 13.39%
39.0 77.0
I ol I Y Y
miz-> 20 40 60 80 100 120 140 /\ /\A
Abundance #10715: Benzene, 1,2,3-trimethyl- ‘_““““_“A,‘H“/
105.0 8.00 8.20 8.40 8.60
m/z 39.15 13.05%
120.0
5000
39.0 77.0
ob350 b @D Ll e e
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BG@51964.D

Acqg On : 13 Jan 2022 10:02

Operator : CG/JU

Sample : N1100-02MEDL 2X

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.434 5.63 ng/ul 38888 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,4-dimethyl- 170 C12H26 017312-45-7 59
2 Decane, 2-methyl- 156 C11H24 006975-98-0 50
3 Decane, 3-methyl- 156 C11H24 013151-34-3 50
4 Decane, 3-methyl- 156 C11H24 013151-34-3 50
5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 842 (8.434 min): BG051964.D\data.ms (-838) (-) m/z 57.15 100.00%
57.1
5000
85.2
39 1122 T T T
‘ ‘ ‘H | 122 1a7a 8.20 8.40 8.60 8.80
OFrrr e i N R m/z 41.18 58.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45508: Decane, 3,4-dimethyl-
57.0
5000 UL L B B IR B B
8.20 8.40 8.60 8.80
m/z 71.15 58.32%
29.0 ‘ 85.0 112.0 /
O\\\‘\M\\“H\\“‘\\“{\‘u‘\\\‘\\!‘\‘\\\1\4“]_\-0\\\‘1-\6\8.\()\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #33083: Decane, 2-methyl-
57.0
R EARAREmaY AR
8.20 8.40 8.60 8.80
5000 m/z 43.20 51.20%
20.0 85.0
112.0
| | | 1410
Ot ‘HH‘VW‘HM‘“‘_“‘VH““‘H
miz--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-  REaREs S L
57.0 8.20 8.40 8.60 8.80
m/z 56.15 37.73%
5000 85.0
29.0
‘ Lj 126.0
1 PR N B VA o LA Ll
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.487 9.76 ng/ul 67384 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
3 Heptacosane 380 C27H56 000593-49-7 59
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 53
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 851 (8.487 min): BG051964.D\data.ms (-847) (-) m/z 57.15 100.00%
57.1
- M
 RRAREEEEEE LR
127.1 8.20 8.40 8.60 8.80
ol bl b m/z 71.15  51.35%
mlz--> 50 100 150 200 250 300 350
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 L B R B B R
8.20 8.40 8.60 8.80
8.0 m/z 43.10 51.02%
015d T* 140.0 183.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
A RARNEEE S L
8.20 8.40 8.60 8.80
5000 m/z 41.15 43.12%
9.0 141.0
ow‘m‘“ “w‘m:‘_m_m_m_m,ww
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane e EEEARREEE
57.0 8.20 8.40 8.60 8.80
m/z 85.15 35.48%
5000
ol L I F ‘}410183022502670 3230 3804
“““ A e S T e
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BG@51964.D

Acqg On : 13 Jan 2022 10:02

Operator : CG/JU

Sample : N1100-02MEDL 2X

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

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

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

Peak Number 20 (DEL) Alkane: Cyclic8.540 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.540 8.65 ng/ul 59721 1,4-Dichlorobenzene-d4 8.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 78
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72

Abundance Scan 860 (8.540 min): BG051964.D\data.ms (-857) (-) m/z 83.15 100.00%

83.2
55.1
5000
N i
‘ H 1192 140.1 8.20 8.40 8.60 8.80
[ SRS [ b m/z 55.15  78.06%
miz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 L L L B B
8.20 8.40 8.60 8.80
m/z 82.15 68.50%
29.0 140.0
O\\\\’\H\\“H\\\“!"\‘}h\\“1\\\“\]-]\-1\“\0‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #13203:Cydggifane,propyk
55.0 T
8.20 8.40 8.60 8.80
5000 m/z 41.15 51.24%
27.0 126.0
o‘H‘,‘UH“”‘W,“HmMHWWWH_W
miz--> 20 40 60 80 100 120 140
Abundance #12178: Cyclohexane, 2-propenyl-  EAEmmansmEsaE R
55.0 83.0 8.20 8.40 8.60 8.80
m/z 39.20 22.12%
5000
27.0 ‘
124.0
o‘Hu,“:‘”;wm”:,m‘:mi‘l“‘1‘197-9“1”‘_”‘ MARUAR LA S
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 21 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.628 43.15 ng/ul 297972  1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Indane 118 C9H10 000496-11-7 83
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 74
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Indane 118 C9H10 000496-11-7 64
Abundance Scan 875 (8.628 min): BG051964.D\data.ms (-868) (-) m/z 117.15 100.00%
11y.2
5000
91.2 R  Rma AR
39.1 63.1 77.2 ‘ 8.40 8.60 8.80 9.00
Obrrrprrreprrrrpreeperefiedb bt proe 2942 M m/z 118,15 53.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
11y.0
5000 L B I L I LN B
8.40 8.60 8.80 9.00
m/z 115.15 35.46%
39.0 63.0 910
0 0= o 770 ] 104.0 |,
H\‘HH‘\H\’HH‘HH’HH‘HH‘\\H‘HH‘\\H‘HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10180: Indane
117.0
o~

8.40 8.60 8.80 9.00

5000 m/z 91.15 19.52%
39.0 63.0 910 ‘
0**%3*9\?ﬁt?**HM*H*!*H*\WM‘MTZ‘?**J»**a*479**wh*w*
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 8.40 8.60 8.80 9.00

m/z 39.10 9.96%

5000 010
B0 650 180
0 260 | 520 77" ) 104.0 ||,

m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 22 Benzene, 1,4-diethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.751 4.03 ng/ul 27856 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 64
2 Benzene, 1,3-diethyl- 134 C1leH14 000141-93-5 60
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 58
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 53
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 53
Abundance Scan 896 (8.751 min): BG051964.D\data.ms (-891) (-) m/z 119.05 100.00%
119.1
57.1
5000 77.0 134.2
41)1
A o
Obrrrrreprerrperdbe L B E L gz 1e5.05  92.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0 R B REm RS e
91.0 8.40 8.60 8.80 9.00
m/z 57.15 72.66%
41.0 65.0
O H‘HH‘%?‘\?H\\"‘\\H“H\\’\‘\‘H‘\Hm‘\\H’\\H‘\‘H\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
T
8.40 8.60 8.80 9.00
5000 1340 m/Z 43.15 69.39%
91.0
39.0 65.0 ‘ ‘
Obrerrrerprberebrebrtp el gl el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl- TS
119.0 8.40 8.60 8.80 9.00
m/z 71.15 51.36%
5000 134.0
91.0
65.0
ST e T N S Y LWV VAR VAN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 Benzene, (1-methylpropyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.798 18.90 ng/ul 130493 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 70
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 68
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 64
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 62
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 58
Abundance Scan 904 (8.798 min): BG051964.D\data.ms (-897) (-) m/z 105.15 100.00%
105.2
5000 57.1

134'2 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

‘ ‘ # 2‘ ‘ 213.3 8.40 8.60 8.80 9.00 9.20
bl e b P33 sz 57015 s1.63%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #17039: Benzene, (1-methylpropyl)-

105.0
5000 DL B N B
8.40 8.60 8.80 9.00 9.20
134.0 m/z 134.15  23.88%
0 \\\‘23-\0\“‘\5}\.9‘ \‘\7\7“.’0\\‘\\‘H‘\H“\H“\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0 /\j\
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.15 22.63%
134.0
39.0 77.0
0 HW“H‘H“mu‘m“,u‘lw‘mm‘_m‘mwm‘mwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200 “\
Abundance #17052: Benzene, 1-methyl-4-propyl- “‘H,‘H“H“‘H“N%
105.0 8.40 8.60 8.80 9.00 9.20
m/z 77.05 17.73%
5000
134.0
77.0
R P N
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.833 7.88 ng/ul 54443 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 64
2 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 50
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 50
4 Octyl tetracosyl ether 467 C32H660 1000406-39-0 45
5 Decane, 4-methyl- 156 C11H24 002847-72-5 42

Abundance Scan 910 (8.833 min): BG051964.D\data.ms (-908) (-) m/z 71.15 100.00%

43.1 71.2
5000
‘ 96,0 112:2 8.60 8.80 9.00 9.20
ow‘H‘,‘um,wm,‘lwl‘,m“,mH_m_ m/z 43.15 99.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 L B I L L B LN B
8.60 8.80 9.00 9.20
m/z 57.15 71.65%
27,0 112.0
O\‘\H\\"‘\\\h"\\‘}\"H\\\’\\!‘\’\\\1\4.‘0.\0\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22122: Heptane, 2,5,5-trimethyl-
71.0
43.0 S A A
8.60 8.80 9.00 9.20
5000 m/z 41.15 43.62%
27.0 113.0
oLt el 970 ) 1300
miz--> 20 40 60 80 100 120 140 160
Abundance #22100: Octane, 3,3-dimethyl- T A RRREEE T
43.0 71.0 8.60 8.80 9.00 9.20
m/z 70.15 29.74%
5000
27,0
‘ ‘ 113.0
0 i ‘\‘\ ‘ il | 97.0 \‘ \

m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.015 10.05 ng/ul 69390 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 83
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64

4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
5 Decane, 5-propyl- 184 C13H28 017312-62-8 59

Abundance Scan 941 (9.015 min): BG051964.D\data.ms (-936) (-) m/z 57.15 100.00%

57.1
- sed U&M\]M
R RRAREEAE e
126.3 8.60 8.80 9.00 9.20 9.40
0 H“H‘JH“‘wW‘_“w“w‘ﬁhw‘}ﬁqfw“_“‘_“‘ m/z 71.15  74.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33092: Decane, 3-methyl-
57.0

5000 _m_m_mwuw
29.0 85.0 8.60 8.80 9.00 9.20 9.40

m/z 43.15 62.65%

127.0
\\‘\‘\\\“‘\\\ ‘\‘\M\‘\\\f‘\\f\‘\Hf\\[\J\-\Sfe‘\o\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0

B R A

860880900920940

o

85.0
0 20 Al \‘ 11130 141.0
R B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- R e ERAAARRR
57.0 8.60 8.80 9.00 9.20 9.40

m/z 56.10  39.39%

5000
85.0
29.0
ol H I ‘ 1390 1410 1690 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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, 1-methyl-4-propyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
9.062 2.85 ng/ul 19699 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 2-Tolyloxirane 134 CSH1e0 002783-26-8 87
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 80
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 78
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 72
Abundance Scan 949 (9.062 min): BG051964.D\data.ms (-945) (-) m/z 105.15 100.00%
105.2
5000 /\A /\
. SR R 111 W
51.1 ‘ ' 8.80 9.00 9.20 9.40
Oberreerprrrrperrer i bbbl e mz 77.10 16.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.80 9.00 9.20 9.40
134.0 m/z 134.15  15.60%
77.0
O\\‘H\\‘%Z\'RH\“\\?]‘T\.\()H‘\‘\‘H‘\\\m‘\\H“i\H‘\M!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17529: 2-Tolyloxirane
105.0 M
8.80 9.00 9.20 9.40
5000 m/z 103.05 12.09%
134.0
77.0
o"‘H"‘%Z(‘O‘Hu"ﬂ(?wm"‘M"H“w‘“l!wwwwuw
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ N\ /\
Abundance #17049: Benzene, 1-methyl-4-propyl- ‘A“‘H“‘H“‘H‘N‘H
105.0 8.80 9.00 9.20 9.40
m/z 106.10  10.36%
5000
134.0
0,150 390 g0 710 | | ML A I
T e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 Naphthalene, decahydro-, tr... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
9.103 3.19 ng/ul 22032 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 90
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 87
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 87
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 86
Abundance Scan 956 (9.103 min): BG051964.D\data.ms (-952) (-) m/z 67.00 100.00%
1.0
41.1
82.2
138.2
5000
109.2 M
R AERAREE
| HH\\ \‘ | ‘ | s e
oo Il w2 a1.15 se.s7
miz-> 20 40 60 80 100 120 140
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 82.0
5000 L L AL R B
8.80 9.00 9.20 9.40
‘ 100.0 m/z 82.15 63.19%
0 T T ‘2\6‘1\b\ T }h\ \HH} ‘ \“\‘\ \“H ‘\ \‘\H“ T \“\ T ‘ LI \“ T
miz-> 20 40 60 80 100 120 140
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
‘A‘WJ\‘,Q
8.80 9.00 9.20 9.40
5000 41.0 m/z 68.15 58.91%
RN O =Y
miz--> 20 40 60 80 100 120 140
Abundance #19395: Spiro[4.5]decane
67.0 96.0 8.80 9.00 9.20 9.40
138.0 m/z 81.05 57.07%
) MJ\LMM
ol 280 ‘W““ 11230 4 S L
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
9.209 4.97 ng/ul 34291 1,4-Dichlorobenzene-d4 8.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 974 (9.209 min): BG051964.D\data.ms (-970) (-) m/z 119.15 100.00%
119.2
5000
511 . 91"2 | 1453 8.809.009.20 9.40 9.60
0 e ﬁ’ e “m‘H el m/z 134.15 27.78%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.80 9.00 9.20 9.40 9.60
m/z 105.15 15.27%
390 g0 910
T ‘ T \1\5‘\-0‘ T ‘\ T \“‘\ \M‘\ "1“.\ T \‘H‘ T \‘\ T ‘u“\ \m‘l T \].??.‘O\
miz--> 0 20 0 0 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- /\
119.0 /\
Mn H A L
8.80 9.00 9.20 9.40 9.60
5000 m/z 91.15 14.91%
39.0 91.0
15.0 65.0
L N O Wl PR T s 2
m/z--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.80 9.00 9.20 9.40 9.60
m/z 77.15 12.27%
5000
91.0
oL 150 390 €0 | | ) 1% \
e I R B S o P
m/z--> 0 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 29 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.262 7.29 ng/ul 50310 1,4-Dichlorobenzene-d4 8.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 93
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91
Abundance Scan 983 (9.262 min): BG051964.D\data.ms (-979) (-) m/z 119.15 100.00%
119.2
5000 K
134.2
91.1 “M\‘/\/\
411 650 | ‘ 9.00 9.20 9.40 9.60
Obrerrrrprrerprrreee ey b el e m/z 134015 30.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.10  20.56%
39.0 65.0 ‘ ‘
O \\%?\.\O‘H\‘}‘H\\"‘HHi‘\‘\\\’\\\\‘\H‘“‘H\\’\\H‘\m\\’\\U\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 9.00 9.20 9.40 9.60
5000 ’ m/z 77.15 13.55%
91.0
0‘wu‘WHL_Hwhu1MH“HWHMHHH“HWHM“‘MLHWmhw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 9.00 9.20 9.40 9.60
m/z 117.15 9.36%
134.0
5000
39.0 65.0 91.0
N N A AN MRNSVIRHINY) SOON 1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BG@51964.D

Acqg On : 13 Jan 2022 10:02

Operator : CG/JU

Sample : N1100-02MEDL 2X

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

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

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

Peak Number 30 unknown-04 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
5.620 15.30 ng/ul 105627 1,4-Dichlorobenzene-d4 8.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-2-methyl-1,3-dithiolane 148 C6H1252 006008-81-7 30

2 7-Methoxymethyl-2,7-dimethylcycl... 164

C11H160

073992-48-0 27

3 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 25
4 Diglycolic acid, 2-acetylphenyl ... 406 C23H3406 1000382-72-7 22
5 Diglycolic acid, 2-acetylphenyl ... 434 C25H3806 1000382-72-9 22

Abundance Scan 1044 (9.620 min): BG051964.D\data.ms (-1033) (-)

m/z 105.15 100.00%

105.2
55.1
5000 131.2148.2 J\ /\
o fol o Ll N,
| H ‘ 9.50 10.00
0 LA e m/z 119.15 74.90%
miz--> 20 40 60 80 100 120 140 160
Abundance #26630: 2-Ethyl-2-methyl-1,3-dithiolane
119.0
5000 59.0 A A/\A —
148.0 9.50 10.00
55.15 61.48%
27.0 88.0
‘\ M\‘\ mh‘ ol \‘ L H ‘ Il
O‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #39715: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-t
119.0
950 1000
5000 69.15  44.30%
91.0
41.0
‘ 65.0
0 \ —— b W] 14901660
miz--> 20 60 80 100 120 140 160
Abundance #26263: Benzenepropanal, .beta.-methyl-
105.0 950 1000
m/z 131.15 43.49%
77.0
51.0
0 _m“m “‘UHWHM‘ u“ww‘m_‘m‘m N R A
m/z--> 20 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BG@51964.D

Acqg On : 13 Jan 2022 10:02

Operator : CG/JU

Sample : N1100-02MEDL 2X

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

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

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

Peak Number 31 Benzenemethanol, .alpha.-et... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

o744 7.61ngul 04901 Naphthalene-ds 11.089

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 76
2 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 76
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 70
4 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 68
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 64

Abundance Scan 1065 (9.744 min): BG051964.D\data.ms (-1054) (-) m/z 131.15 100.00%

131.2
57.1
77.0
5000 411 105.0 /\
148.2 LR
bl ol |
omwm‘_‘J”‘“““ml”tmm‘ A m/z 132,15 86.52%
miz--> 20 100 120 140
Abundance #16685.BenzenenuﬂhanoL.mphaseﬂwnyk
77.0 1310
53.0
5000 103.0
1000
m/z 57 15 77.20%
27.0 ‘ ‘
O\\\\‘\m\\“\\‘” ‘M\\ i\‘”l‘\\“‘\“\\‘}‘\\ ‘\‘\\\\
m/z--> 20 80 100 120 140
Abundance #16686.BenzenenuﬂhanoL.Mphaseﬂwnyk
132.0
77.0 1000
5000 530 103.0 m/z 43 15 65.21%
270, | |
o S P O N N ' O
miz-> 20 40 60 80 100 120 140 M
Abundance #16665: Benzofuran, 2-methyl- ;
131.0 1000
m/z 77 05 57.26%
5000
510 7710 4030
270 | | A
O vy e e b V“ —
m/z--> 20 40 60 80 100 120 140 9 50 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 1,3,8-p-Menthatriene Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.902 4.38 ng/ul 54575  Naphthalene-d8 11.089

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 64
2 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 58
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 58
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 58
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 58

Abundance Scan 1092 (9.902 min): BG051964.D\data.ms (-1086) (-) m/z 119.15 100.00%
119.2

5000 43.1 571 1342
711 912 f\ /\
AN fala
Wl H
0 ww_m_M‘M_M‘M m‘s_w_‘m TR 11 T m/z 134.15  49.44%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17024: 1,3,8-p-Menthatriene
119.0 134.0
91.0
5000 . 2 000
105.0 : :
770 m/z 43.15 46.67%
O \‘\2\\7\?\H\“‘\H\i‘\‘\\\e‘?,\‘\\‘\\\l“HH‘“H\HH!\‘\\‘}‘}l\\\\‘\“\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17018: 1,3,8-p-Menthatriene
119.0
91.0 . et
134.0 9.50 10.00
5000 ITI/Z 57.15 43.64%
41.0
77.0 105.0
27.0 ‘ ‘ ‘
0 wm‘:_m;w;‘:hwm ‘H“_Hww_‘1‘w“‘lw‘l“w‘
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- o —T
119.0 9.50 10.00
m/z 71.10 35.33%
134.0
5000
91.0
ob %P%O\ 70 [, 3050 1l N

m/z--> 20 30 40 50 60 70 80 90 100110 120130140 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BG@51964.D

Acqg On : 13 Jan 2022 10:02

Operator : CG/JU

Sample : N1100-02MEDL 2X

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

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

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

Peak Number 33 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
9.955 4.75 ng/ul 59233  Naphthalene-d8 11.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 1101 (9.955 min): BG051964.D\data.ms (-1096) (-) m/z 119.15 100.00%
119.2

5000 A
LAl
39.1 652 | ‘ 13‘5'2 10.00
O “‘M S INSSSTHRNR O W e m/z 134.15 41.61%
m/z--> 20 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 ,\ A\A/\\W\ d
10.00
m/z 91.15 24.64%
91.0
150 390 650 | 135.0
O\\‘\.‘\‘\\\“‘\\“i‘\“i‘\\\‘H‘\\\\‘W\\m‘l\\\‘\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 Hn /\A/\
AU T Y
10.00
5000 m/z 135.15 14.65%
39"0 65.0 9]10 135.0
Y SN R NV R I N S
miz--> 20 60 80 100 120 140 f‘\
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- ! ‘A‘ rﬂﬂ —
119.0 10.00
m/z 77.05 13.95%
5000
65.0 91"0 135.0
) A A R VIR N NS
miz--> 20 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 unknown-@5 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
9.996 2.07 ng/ul 25858 Naphthalene-d8 11.089

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hexadecyne 222 C16H30 071899-37-1 42
2 1-Ethynyl-1-cycloheptanol 138 C9H140 002809-78-1 38
3 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 32
4 1-Tridecyne 180 C13H24 026186-02-7 32
5 (+)-2-Bornanone 152 C10H160 000464-49-3 27
Abundance Scan 1108 (9.996 min): BG051964.D\data.ms (-1106) (-) m/z 81.15 100.00%
81.2
55.1
5000 1522
109.1 W\/\
L0
(o} L N S R RAREREE m/z 95.10 64.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102177: 5-Hexadecyne
81.0
Aot
5000 N\ T T T T T T M\Wh
10.00
29.0 9
109.0 o m/z 55.15 59.53%
o LT T 1650 1010 2160
\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20187: 1-Ethynyl-1-cycloheptano
81.0
—
39.0 10.00
5000 m/z 152.15 49,85%
109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12010: Cyclohexanol, 1-ethynyl- A ‘ e ‘M
81.0 10.00
m/z 133.15 36.27%
5000 39.0
109.0
020 ‘ A ﬁAAﬁA ‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BG@51964.D

Acqg On : 13 Jan 2022 10:02

Operator : CG/JU

Sample : N1100-02MEDL 2X

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 35 unknown-06 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
10.267 3.58 ng/ul 44634  Naphthalene-d8 11.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,3-diethyl-5-methyl-

2 p-Toluic acid, 1-(cyclopentyl)et..

3 3,4-Dihydro-2-[1H]quinoxalinone
4 Disiloxane, 1,1,3,3-tetramethyl-
5 Disiloxane, 1,1,3,3-tetramethyl-

148 C11H16

. 232 C15H2002

148 C8H8N20
134 C4H140Si2
134 C4H140Si2

Abundance Scan 1154 (10.267 min): BG051964.D\data.ms (-1149) (-

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

m/z-->

002050-24-0 42
1000293-33-9 35
059564-59-9 30
003277-26-7 27
003277-26-7 27

m/z 119.15 100.00%

119.2
sy 672 82 148.2 /\ j\/\
| LY Al JWA
‘ ‘ 10.00 10.50
NS | T Y m/z 133.15  47.21%
60 80 100 120 140 160
#26379: Benzene, 1,3-diethyl-5-methyl-
119.0
. N\M WLl
91.0 : 10.00 10.50
m/z 148.15 46.20%
39.0 65.0
50, 30 %L Ll
e T \‘M T i‘\ \‘N\ “h\\‘iH‘\\‘U\“M‘Hl’\w\\‘\\‘\\’\\\
20 40 60 80 100 120 140 160
#113959: p-Toluic acid, 1-(cyclopentyl)ethyl ester
119.0 m r
N AVATTAN I
10.00 10.50
96.0 m/z 95.15 40.78%
67.0
41.0 137.0
bl 3630
20 40 60 80 100 120 140 160 M MM\ (]W
#26813: 3,4-Dihydro-2-[1H]quinoxalinone T i M‘ ‘Mﬂ‘ ﬂ
119.0 10.00 10.50
m/z 67.15 39.08%
148.0
390 65.0 92.0 MM{\
£ VRGO NSPHRN NN DROY SN I A YA
20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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, 1-methyl-2-(2-prop... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.325 3.86 ng/ul 48133  Naphthalene-d8 11.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 50
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 50
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 50
4 1-Phenyl-1-butene 132 C1OH12 000824-90-8 45
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 45
Abundance Scan 1164 (10.325 min): BG051964.D\data.ms (-1159) (-  m/z 57.15 100.00%
57.1
117.2
5000
P P |
‘ | 85"0 ‘ LM | 207.2 10.00 10.50
ok M b B T mjz 117.15 69.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 A/\/\ ) ‘ ‘r’\ ‘M‘AAAA‘
10.00 10.50
91.0 m/z 43.15 58.57%
o T ||
O\‘\‘\\\“\\“i‘\‘w‘\\\‘”‘\\‘}\‘u‘\\“‘\‘“\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0
- vl
10.00 10.50
5000 m/z 132.15 40.98%
91.0
39.0 65.0 ‘ ‘
o‘_M‘w“um‘w‘!‘w‘m"wml‘_‘w‘m,”H,HH_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane 1 — ‘A‘ 1
117.0 10.00 10.50
m/z 41.15 36.84%
5000
91.0
51.0 ‘
0“gggh‘AW‘MHN‘HH‘NM‘HMNM‘M“W“‘W“H“‘H — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.413 2.81 ng/ul 35042  Naphthalene-d8 11.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 38
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 38
4 Sulfurous acid, isohexyl 2-penty... 236 C11H2403S 1000309-15-5 38
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 38
Abundance Scan 1179 (10.413 min): BG051964.D\data.ms (-1173) (- m/z 43.15 100.00%
43.1
5000 o2 \\A/\
148.1 -
‘ HH\ Aoy vl
o e e m/z 71.20 67.63%
m/z--> 0 50 100 150 200 250 300
Abundance #14593: Pentane, 2,2,3,4-tetramethyl-
57.0
5000
10 50
m/z 57.15 67.50%
O‘\\M\‘\‘|‘ “\‘\1‘1\3\0\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0 W\w
10 50
5000 m/z 70.15 55.67%
5.0
miz--> 0 50 100 150 200 250 300 m
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0 10 50
m/z 85.15 51.50%
5000 /\
127.0
0 “ LTI 1690 2250 | 2950 337 WM M/\j\m
m/z--> 0 100 150 200 250 300 10. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO@51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 38 unknown-07 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.484 5.69 ng/ul 70915 Naphthalene-d8 11.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 46
2 p-Cymene 134 C10H14 000099-87-6 41
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 41
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 41
5 Benzene, tert-butyl- 134 C1oH14 000098-06-6 41
Abundance Scan 1191 (10.484 min): BG051964.D\data.ms (-1185) (- m/z 119.15 100.00%
119.2
43.1
5000 71.2 /\/\ /\ j\
L A A S et
0 1453 206.9 10.50
(o} et m/z 43.10 58.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0
5000 jHA 1
91.0 10.50
m/z 57.20 57.25%
39.0 65.0 ‘
0 \1\5\‘0\‘\\\“‘\\“\\““\‘\\\‘\\‘}‘\“}‘\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene
119.0 M
— :
10.50
5000 m/z 71.15 47.28%
91.0
39.0 65.0 ‘
miz--> 20 40 60 80 100 120 140 160 180 200 M m A
Abundance #17104: Benzene, 1rneﬂw|3(lrneﬂwkﬁhyb At - ﬁ
119. 10.50
m/z 117.05 43.61%
5000
91.0
390 65.0 ‘
o220 e d b b L P e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011222\
Data File : BGO51964.D

Acqg On : 13 Jan 2022 10:02
Operator : CG/JU

Sample : N1100-02MEDL 2X
Misc :

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 5.714 7.9 ng/ul 54320 1 8.246 138105 20.0
Benzene, 1,3-di... 5.843 35.8 ng/ul 247303 1 8.246 138105 20.0
o-Xylene 6.225 16.8 ng/ul 115716 1 8.246 138105 20.0
unknown-01 6.489 3.6 ng/ul 25112 1 8.246 138105 20.0
(DEL) Alkane: S... 6.613 2.5 ng/ul 16993 1 8.246 138105 20.0
unknown-02 6.707 4.4 ng/ul 30580 1 8.246 138105 20.0
(DEL) Alkane: S... 6.777 5.3 ng/ul 36529 1 8.246 138105 20.0
(DEL) Alkane: C... 6.865 3.7 ng/ul 25731 1 8.246 138105 20.0
(DEL) Alkane: S... 7.130 5.0 ng/ul 34779 1 8.246 138105 20.0
unknown-03 7.218 18.4 ng/ul 127149 1 8.246 138105 20.0
(DEL) Alkane: S... 7.277 7.7 ng/ul 53318 1 8.246 138105 20.0
Benzene, 1l-ethy... 7.324 24.5 ng/ul 169441 1 8.246 138105 20.0
Benzene, 1,2,4-... 7.459 20.3 ng/ul 140062 1 8.246 138105 20.0
Benzene, 1l-ethy... 7.629 12.7 ng/ul 87617 1 8.246 138105 20.0
Benzene, 1,2,3-... 7.893 72.4 ng/ul 499973 1 8.246 138105 20.0
Benzofuran 7.970 4.4 ng/ul 30164 1 8.246 138105 20.0
Mesitylene 8.363 21.4 ng/ul 147608 1 8.246 138105 20.0
(DEL) Alkane: S... 8.434 5.6 ng/ul 38888 1 8.246 138105 20.0
(DEL) Alkane: S... 8.487 9.8 ng/ul 67384 1 8.246 138105 20.0
(DEL) Alkane: C... 8.540 8.7 ng/ul 59721 1 8.246 138105 20.0
Indane 8.628 43.1 ng/ul 297972 1 8.246 138105 20.0
Benzene, 1,4-di... 8.751 4.0 ng/ul 27856 1 8.246 138105 20.0
Benzene, (1-met... 8.798 18.9 ng/ul 130493 1 8.246 138105 20.0
(DEL) Alkane: S... 8.833 7.9 ng/ul 54443 1 8.246 138105 20.0
(DEL) Alkane: S... 9.015 10.1 ng/ul 69390 1 8.246 138105 20.0
Benzene, 1-meth... 9.062 2.9 ng/ul 19699 1 8.246 138105 20.0
Naphthalene, de... 9.103 3.2 ng/ul 22032 1 8.246 138105 20.0
Benzene, 2-ethy... 9.209 5.0 ng/ul 34291 1 8.246 138105 20.0
Benzene, 1-ethy... 9.262 7.3 ng/ul 50316 1 8.246 138105 20.0
unknown-04 9.620 15.3 ng/ul 105627 1 8.246 138105 20.0
Benzenemethanol... 9.744 7.6 ng/ul 94901 2 11.089 249426 20.0
1,3,8-p-Menthat... 9.902 4.4 ng/ul 54575 2 11.089 249426 20.0
Benzene, 1,2,3,... 9.955 4.8 ng/ul 59233 2 11.089 249426 20.0
unknown-05 9.996 2.1 ng/ul 25858 2 11.089 249426 20.0
unknown-06 10.267 3.6 ng/ul 44634 2 11.089 249426 20.0
Benzene, 1-meth... 10.325 3.9 ng/ul 48133 2 11.089 249426 20.0
(DEL) Alkane: S... 10.413 2.8 ng/ul 35042 2 11.089 249426 20.0
unknown-07 10.484 5.7 ng/ul 70915 2 11.089 249426 20.0
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