LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc :

ALS vial : 4 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-BG102723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59575.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.664 43 47 51 rvve 10934 17277 1.46% 0.100%
2 3.728 57 58 63 rBvV3 6021 6508 0.55% 0.037%
3 4.098 116 121 126 rBV3 25187 43122 3.65% 0.248%
4 4,198 135 138 139 rvwv2 5034 6632 0.56% ©0.038%
5 4.216 139 141 145 rvv3 9469 12128 1.03% 0.070%
6 4.245 145 146 150 rVv3 6097 6996 0.59% 0.040%
7 4.304 153 156 164 rVV3 18514 34053 2.88% 0.196%
8 4.439 177 179 184 rVB5 12981 17713 1.50% 0.102%
9 4.480 184 186 189 rBV2 6915 6782 0.57% 0.039%
106 5.368 333 337 340 rVW2 25714 42937 3.63% 0.247%
11 5.397 340 342 343 rW2 8885 7388 0.62% 0.043%
12 5.456 348 352 354 rVvV3 7826 10363 0.88% 0.060%
13 5.479 354 356 358 rVB3 8076 6624 0.56% 0.038%
14 5.614 373 379 385 rVB3 35449 69608 5.88% 0.401%
15 5.685 389 391 392 rBV2 9589 6744 ©.57% 0.039%
16 5.908 426 429 430 rBV3 8654 9332 0.79% 0.054%
17 5.926 430 432 433 rV2 11012 9706 0.82% 0.056%
18 5.955 436 437 442 rVB5 11089 8903 0.75% 0.051%
19 6.137 464 468 469 rBV 13069 12503 1.06% 0.072%
20 6.220 477 482 483 rBV4 6824 10994 0.93% 0.063%
21 6.243 483 486 488 rVW4 7918 9229 0.78% 0.053%
22 6.308 493 497 502 rW5 15378 30146 2.55% 0.174%
23 6.378 504 509 511 rBV3 5950 7567 0.64% 0.044%
24  6.531 531 535 536 rBv3 9834 11449 0.97% 0.066%
25 6.731 565 569 570 rBV2 6305 6618 0.56% 0.038%
26 6.807 575 582 589 rBV7 31834 74168 6.27% 0.427%
27 6.925 596 602 610 rVB4 33618 70252 5.94%  0.405%
28 6.995 610 614 617 rBVS 5317 8295 0.70% 0.048%
29 7.107 629 633 634 rBV4 5683 6690 0.57% 0.039%
30 7.136 637 638 642 rVV5 9256 10204 0.86% ©0.059%
31 7.165 642 643 647 rW4 10201 7520 0.64% 0.043%
32 7.254 654 658 662 rvv4 25391 40943 3.46% 0.236%
33  7.295 662 665 672 rVB2 43583 80173 6.78% 0.462%
34 7.418 683 686 687 rBV3 17028 15474 1.31% 0.089%
35 7.465 687 694 703 rVW 210349 398345 33.67% 2.294%
36 7.577 710 713 716 rBV5 5539 6549 0.55% 0.038%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc :

ALS vial : 4 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-BG102723.MA.M
Title : SVOA CALIBRATION
37 7.677 724 730 739 rBV2 140186 261865 22.14%  1.508%
38 7.782 745 748 753 rBV5 16568 22224 1.88% 0.128%
39 7.871 757 763 777 rVB2 200255 392494 33.18% 2.261%
40 7.976 777 781 785 rVB4 27226 37416 3.16% 0.216%
41 8.917 785 788 790 rBV3 9764 11613 0.98% 0.067%
42 8.247 820 827 836 rvVvB5 44409 108819 9.20% 0.627%
43 8.358 839 846 857 rBV 315024 544189 46.00%  3.134%
44  8.464 857 864 868 rBV9 22024 46241 3.91% 0.266%
45 8.511 868 872 873 rBv4 6658 8979 0.76% 0.052%
46 8.593 882 886 891 rBV7 20373 40218 3.40% 0.232%
47  8.717 902 907 918 rBV2 48953 122122 10.32% 0.703%
48 8.816 918 924 930 rVW7 35299 81131 6.86% 0.467%
49 8.875 930 934 939 rVB6 38856 73088 6.18% 0.421%
50 8.981 942 952 956 rBV9 45174 118061 9.98% 0.680%
51 9.040 956 962 973 rVvB2 225061 426827 36.08% 2.458%
52 9.198 982 989 996 rVB3 70477 163617 13.83% 0.942%
53 9.292 1000 1005 1006 rBV3 13346 22075 1.87% 0.127%
54 9.339 1011 1013 1016 rVB4 10844 10316 ©0.87% 0.059%
55 9.386 1016 1021 1024 rBV5 13144 18678 1.58% ©0.108%
56 9.439 1024 1030 1039 rvv4 86141 181227 15.32% 1.044%
57 9.551 1040 1049 1055 rVvB2 184363 394233 33.33% 2.271%
58 9.686 1067 1072 1079 rVB9 32579 76197 6.44% 0.439%
59 9.774 1079 1087 1091 rBVS8 21837 62626 5.29% 0.361%
60 9.892 1103 1107 1111 rVB6 21896 30192 2.55% 0.174%
61 9.933 1112 1114 1117 rVV4 23169 32186 2.72% 0.185%
62 9.974 1117 1121 1126 rVB3 54299 97470 8.24% 0.561%
63 10.033 1129 1131 1132 rVV2 17912 14529 1.23% 0.084%
64 10.068 1135 1137 1144 rVB5 35355 55687 4.71% 0.321%
65 10.156 1150 1152 1154 rBV3 10932 12746 1.08% 0.073%
66 10.268 1161 1171 1178 rVB5 170491 405128 34.25% 2.333%
67 10.350 1178 1185 1193 rBV9 79362 206779 17.48%  1.191%
68 10.415 1193 1196 1197 rBV 33480 32602 2.76% 0.188%
69 10.562 1211 1221 1227 rBV3 110787 240019 20.29% 1.382%
70 10.738 1245 1251 1255 rVB8 27600 56400 4.77%  0.325%
71 10.797 1255 1261 1268 rBV2 252734 483979 40.91% 2.788%
72 10.849 1268 1270 1276 rVB3 41597 58881 4.98% 0.339%
73 10.908 1278 1280 1282 rBV3 10690 7466 0.63% 0.043%
74 11.084 1306 1310 1313 rVB6 25196 38818 3.28% 0.224%
75 11.208 1324 1331 1337 rBV 418401 767749 64.90% 4.422%

76 11.267 1337 1341 1349 rVB4 112162 231450 19.57% 1.333%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc :

ALS vial : 4 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-BG102723.MA.M
Title : SVOA CALIBRATION
77 11.349 1349 1355 1366 rVB3 142775 345893 29.24%  1.992%
78 11.760 1423 1425 1428 rBV4 20196 21109 1.78% 0.122%
79 11.836 1433 1438 1449 rVB8 94068 237900 20.11% 1.370%
80 11.936 1451 1455 1460 rBV8 45747 80593 6.81% 0.464%
81 12.119 1483 1486 1491 rVB 133295 186390 15.76% 1.074%
82 12.483 1545 1548 1552 rVB2 82880 114708 9.70% 0.661%
83 12.730 1584 1590 1594 rBV8 55975 117579 9.94% 0.677%
84 12.835 1603 1608 1613 rBV 142025 245927 20.79% 1.417%
85 13.047 1640 1644 1650 rBV3 164061 303968 25.70% 1.751%
86 13.135 1657 1659 1663 rBV5 43086 58546  4.95% 0.337%
87 13.399 1701 1704 1708 rVBS5 54047 67275 5.69% ©.387%
88 13.452 1708 1713 1717 rBV3 151809 228032 19.28% 1.313%
89 14.140 1825 1830 1831 rBV3 96687 132957 11.24% 0.766%
90 14.304 1854 1858 1862 rVB3 144717 217894 18.42% 1.255%
91 14.381 1865 1871 1880 rVB2 668587 1182922 100.00% 6.814%
92 14.686 1918 1923 1929 rVB2 536085 866621 73.26% 4.992%
93 14.986 1969 1974 1981 rVB 571189 863547 73.00% 4.974%
94 15.150 1997 2002 2006 rBV3 212909 408606 34.54%  2.354%
95 15.973 2137 2142 2150 rVB 623938 994281 84.05% 5.727%
96 16.149 2168 2172 2178 rVB3 342665 546348 46.19% 3.147%
97 16.631 2250 2254 2258 rBV 454645 650332 54.98% 3.746%
98 17.453 2390 2394 2400 rBV 415812 600494 50.76%  3.459%
99 17.735 2438 2442 2447 rBV 617463 836113 70.68% 4.816%
100 17.835 2455 2459 2464 rVB 647717 927115 78.37% 5.340%

Sum of corrected areas: 17361422
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059575.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000
200000

| 3past

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\‘.\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG059575.D\data.ms
1600000

1400000

1200000
117885

1000000
14.381 15973
800000 ’ 14.986 16.631 17.453
14.686
6.149

600000
5.150

400000 14304

13452 141

200000113.399 '

O T T T T T T T T T T T T T [T [T T T T T T T T

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: BG059575.D\data.ms
1600000

1400000

1200000

1000000

800000

600000

400000

200000

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 (DEL) Alkane: Cyclic6.925 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.925 2.58 ng/ul 70252  1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 43
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 43
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 43
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 43
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 43
Abundance Scan 602 (6.925 min): BG059575.D\data.ms (-596) (-) m/z 57.10 100.00%
57.1
5000 {j
126.2 242.5
‘ 176.9 2023 360.5 440, 6.60 6.80 7.00 7.20
Ol h L S L L S m/z 82.95 71.67%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #13196: Cyclohexane, propyl-
83.0
5000
6.60 6.80 7.00 7.20
27, m/z 55.20 68.32%
O\\H\ll‘w\“h\\“\\“\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #13200: Cyclohexane, propyl-
83.0 N\M
e e
6.60 6.80 7.00 7.20
5000 m/z 39.05 49.11%

o‘“H"u“‘lm_‘“Wm"m_m,””_m_m
miz—> O 50 100 150 200 250 300 350 400

Abundance #13202: Cyclohexane, propyl-
83.0 6.60 6.80 7.00 7.20

m/z 82.10  48.97%

=

5000

270
ol |

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

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.295 2.95 ng/ul 80173 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde 120 C8H80 000122-78-1 49
2 Benzene, propyl- 120 C9H12 000103-65-1 47
3 Benzeneacetaldehyde 120 C8H80 000122-78-1 47
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 47
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 47
Abundance Scan 665 (7.295 min): BG059575.D\data.ms (-662) (-) m/z 91.10 100.00%
91.1
5000 Aﬂ
17.007.207.40 7.60
210.2 300.8 536.2 : . : :

O bbb 5028, RS (3809 4604 BEDS 1z 120.05  26.33%

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

Abundance #10656: Benzeneacetaldehyde

91.0
5000
7.00 7.20 7.40 7.60
m/z 64.95 17.86%
O‘\z\g\.ﬂ\l’\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10700: Benzene, propyl-
91.0
7.00 7.20 7.40 7.60
5000 m/z 67.10 8.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10661: Benzeneacetaldehyde P
91.0 7.00 7.20 7.40 7.60
m/z 89.20 6.72%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Meth
Quant Titl

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
BGO59575.D

1 Nov 2023 11:57
: MA/JU
¢ 04922-01

4

od
e

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 5 3-Bromooctane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.247 4.00 ng/ul 108819 1,4-Dichlorobenzene-d4 8.358
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Bromooctane 192 C8H17Br 000999-64-4 59
2 Octane, 2-iodo- 240 C8H171 000557-36-8 59
3 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 59
4 Decane, 4-methyl- 156 C1l1H24 002847-72-5 50
5 Nonadecane, 1-chloro- 302 C19H39Cl1 062016-76-6 50
Abundance Scan 827 (8.247 min): BG059575.D\data.ms (-820) (-) m/z 71.15 100.00%

71.2
5000

| ‘ 42012 3016 T 8.00 8.20 8.40 8.60
0 H‘prWmWwwau‘pwu‘mu‘WHJmu‘H“m“_“w“‘ m/z 43.20  88.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67274: 3-Bromooctane
57.0

5000 e e
8.00 8.20 8.40 8.60

” 113.0 m/z 57.10  77.20%

0 \"H\“'\'\‘\‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #124127: Octane, 2-iodo-
57.0
H*Aw**w**ww‘*ww*w
8.00 8.20 8.40 8.60
5000 m z 41.05 59.75%
113.0
0“\1690
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152680: Sulfurous acid, octyl 2-pentyl ester R e R RERRRE
71.0 8.00 8.20 8.40 8.60

m/z 70.05 32.38%

m/z--> 0

5000
0 Hdky WWL‘W‘;gﬁg"W‘”\‘”‘W‘”\‘”‘W“W‘”

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\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 6 Benzene, (1l-ethyl-1-propenyl)- Concentration Rank 12

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

8.717 4.49 ng/ul 122122  1,4-Dichlorobenzene-d4 8.358
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 53
2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 49
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 43
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 43
5 Indane 118 C9H1e0 000496-11-7 38
Abundance Scan 907 (8.717 min): BG059575.D\data.ms (-902) (-) m/z 117.00 100.00%

117.0
5000

50.0
il ‘ J o071 29593550 aips 5222 8.40 860 8.809.00
gl 2 T TS S wm/z 11810 66.81%

0 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0
5000
8.40 8.60 8.80 9.00
39.0 m/z 145.85  49.60%
O‘\\L‘!J‘H“ITL\L‘m\\“\l\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24983: Benzene, 1-pentenyl-
117.0
f\H_Hm"uwm,uw
8.40 8.60 8.80 9.00
5000 m/z 115.00 39.03%
28.0 l l
0!t o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10190: Benzene, 2-propenyl- T 2 RERRSEamRy
117.0 8.40 8.60 8.80 9.00

m/z 91.10  27.48%

5000

58.0 l

Ol 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\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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, 1,4-diethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.816 2.98 ng/ul 81131 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 53
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 49
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 49
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 49
5 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 49
Abundance Scan 924 (8.816 min): BG059575.D\data.ms (-918) (-) m/z 119.00 100.00%
119.0
57.0
5000
‘ H ‘ | 2070 5958 ssg 220 8408.608.809.00920
0! M‘M "‘M‘\m I \“‘ SN N S L. wiz 105.10  81.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 I L BRI B I
8.40 8.60 8.80 9.00 9.20
m/z 57.00 59.88%
41.0 ‘
O‘\\J‘\Qi\\u\“\l\"“\‘ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17032: Benzene, 1,2-diethyl-
119.0 /W
el B
8.40 8.60 8.80 9.00 9.20
5000 m/z 134.05 51.70%
39.0
0‘HJ“U;\“W“‘H,J“‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17029: Benzene, 1,4-diethyl-
105.0 8.40 8.60 8.80 9.00 9.20
m/z 43.15 41.10%
5000
il
o‘M«U}MHM‘,“ L SELLL S L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:50 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 unknown-02 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.875 2.69 ng/ul 73088 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2-methyl-4-phenyl- 176 C12H160 020474-49-1 38
2 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 30
3 3,4-Dimethylpent-2-en-1-0l 114 C7H140 1000195-06-9 27
4 2-Hexen-1-o0l, 3-methyl-, (E)- 114 C7H140 030801-96-8 27
5 2,4-Pentanedione, 3-butyl- 156 C9H1602 001540-36-9 27
Abundance Scan 934 (8.875 min): BG059575.D\data.ms (-930) (-) 71.10 100.00%
71.1
5000
33.9
262.0
‘ ] Hﬁo' | 33‘70 47‘59535 8.60 8.80 9.00 9.20
O e AR L e m/z 105,05 98.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50903: 3-Pentanone, 2-methyl-4-phenyl-
43.0 105.0
5000 /\\\\‘\\\\’\\\\‘\\\\‘\\\\
8.60 8.80 9.00 9.20
} m/z 43.20 86.34%

176.0
O ’ TTT u #I L 11‘\\\\‘\\‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT \‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8546: Cyclohexanol, 1-methyl-
71.0 M

8.60 8.80 9.00 9.20

5000 m/z 112.00  43.84%
0}4'@”"J"JHI
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8571: 3,4-Dimethylpent-2-en-1-ol
71.0 8.60 8.80 9.00 9.20

m/z 77.05 43.25%

5000
0!““‘“‘\H‘“\“"‘\"“\""\“"\‘“‘\““\““\““\““\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:51 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Bicyclo[4.2.0]oct-1-ene, 7-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.981 4.34 ng/ul 118061 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]oct-1-ene, 7-exo-e... 134 C10H14 1000142-18-2 59
2 Myrtenyl angelate 234 C15H2202 138530-45-7 50
3 Bicyclo[3.2.1]oct-2-ene, 3-methy... 134 C1l0H14 049826-53-1 50
4 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 50
51,2,3,4,5,8-Hexahydronaphthalene 134 C10H14 036231-13-7 50

Abundance Scan 952 (8.981 min): BG059575.D\data.ms (-942) (-) m/z 91.10 100.00%

91.1
5000
186.9 256.3313.3 395.8 5121 8.60 8.80 9.00 9.20 9.40
0° m/z 134.05 60.65%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #17113: Bicyclo[4.2.0]oct-1-ene, 7-exo-ethenyl-
91.0
5000
8.60 8.80 9.00 9.20 9.40
N m/z 119.00  58.32%
O\\\Uim\lh\\ l'lT\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #116105: Myrtenyl angelate
91.0
A o e
8.60 8.80 9.00 9.20 9.40
5000 m/z 105.10 40.27%
172.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17129: Bicyclo[3.2.1]oct-2-ene, 3-methyl-4-methylene-
91.0 8.60 8.80 9.00 9.20 9.40
m/z 92.20 35.33%
5000
27.r ’
O‘AJWAMINM‘W“H“H“H“_“W"H,‘H“H“_“W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20 9.40

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:52 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.439 6.66 ng/ul 181227 1,4-Dichlorobenzene-d4 8.358
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 87
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 87
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87
Abundance Scan 1030 (9.439 min): BG059575.D\data.ms (-1024) (-) m/z 119.10 100.00%
119.1
5000
39.0 ‘ ‘ 2184 307.6 3894  493.0 9:20 940 9.60 9.80
ol prorbpibllll - 2184 SO0 8894 TRY m/z 134.05  25.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
9.20 9.40 9.60 9.80
m/z 91.10 24.50%
39.0
O ‘\‘\J\L“h\dl\\‘\\\’d\\ \‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
9.20 9.40 9.60 9.80
5000 m/z 103.10 10.10%
iRl
obpetbbbbe el
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 9.20 9.40 9.60 9.80
m/z 105.10 9.07%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:53 2023

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 unknown-@3 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.686 2.80 ng/ul 76197 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanamine, 4-(methylthio)- 119 C5H13NS 055021-77-7 3
2 Benzenecarboxylic acid-, 4-(benz... 620 C34H36011 1000188-36-6 1
3 1-Octanol, 2,2,3,3,4,4,5,5,6,6,7... 400 C8H3F150 000307-30-2 1
4 Propanoic acid, pentafluoro-, et... 192 C5H5F502 000426-65-3 1
5 3-(Perfluorohexyl)propanol-1 378 C9H7F130 080806-68-4 1

Abundance Scan 1072 (9.686 min): BG059575.D\data.ms (-1067) (-) m/z 105.10 100.00%

105.1
5000
A
42'H | 1«68.7 2478 o4y 42474839 9.50 10.00
0 _H‘!h"“‘mt ww 10 Y BB P W1 “‘H‘M . m/z 118.90  48.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10324: 1-Butanamine, 4-(methylthio)-
30.0
5000 119.0 i J\‘f‘\ SISIA S
9.50 10.00
\ m/z 91.10 38.41%
0 ‘\\J“‘L\‘\“\‘\“‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #347289: Benzenecarboxylic acid-, 4-(benzoyloxy)2-[(be
105.0 j\
AELTHILNE VAN T
9.50 10.00
5000 m/z 81.20 34.85%
201.0 445.0
29.0
ol dlly 1 324.0 548.0
R R T A RRRRRRRESAURON
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #302763: 1-Octanol, 2,2,3,3,4,4,5,5,6,6,7,7,8,8,8-pentade v —
31.0 9.50 10.00
m/z 106.10 33.96%
5000
0 | B0 5310 31303810
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:54 2023 Page: 13



Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On 1 Nov 2023 11:57

Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

arch Compound Report

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 12 unknown-04

Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
9.774 2.30 ng/ul 62626 1,4-Dichlorobenzene-d4 8.358
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pent-2-ene-1,5-dione, 1-(4-methy... 340 C24H2002

2 Benzamide, 4-nitro-N-(3,5-dimeth... 340 C20H24N203
3 Urea, N-[4-(octahydro-1,3-dioxo-... 355 C17H17N504
4 3-t-Butyl-1-p-tolyl-5-(4-trifluo... 390 C23H25F302

5 Sarcosine, N-(3-methylbenzoyl)-,... 333 C20H31NO3

063688-28-8 22
1000491-64-2 12
1000349-93-2 10
1000187-44-1 10
1000321-15-9 9

Abundance Scan 1087 (9.774 min): BG059575.D\data.ms (-1079) (-) m/z 55.00 100.00%
55.0
119.0
5000
178.7 3 8 464.7 —— —
S T Y
ol ‘ W‘M H‘_‘H“_‘HH‘m‘”‘“w |, m/z 43.e5 96.52%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #249116: Pent-2-ene-1,5-dione, 1-(4-methylphenyl)-3,5-d
119.0
5000 e —
9.50 10.00
m/z 41.10 82.99%
65. 2350 340.0
O\\\‘J\“\l\‘\“\\‘\\‘]\-?\S\l“\\‘\‘\‘\‘\\2\8\9‘9\‘\!‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #248469: Benzamide, 4-nitro-N-(3,5-dimethylbenzyl)-N-is
119.0
P e
9.50 10.00
5000 m/z 119.00  79.40%
284.0 340.0
0410“\ 221.0 ]
T T i S
miz-> 50 100 150 200 250 300 350 400 450 A
Abundance #264472: Urea, N-[4-(octahydro-1,3-dioxo-2H-isoindol-2-) | A /k‘Jﬁ e
119.0 9.50 10.00
m/z 57.05 66.87%
5000
179.0
236.0
39.0 l 355.0
o dhbl L L pee T gl T
m/z--> 50 100 150 200 250 300 350 400 450 9.50 10.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:56 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 13 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
9.974 2.54 ng/ul 97470  Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 87
3 o-Cymene 134 C1eH14 000527-84-4 83
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 83
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83

Abundance Scan 1121 (9.974 min): BG059575.D\data.ms (-1117) () | m/z 119.10 100.00%

110.1
5000
1 2222 3245 393.4 459.2 530. 10.00
Ol e m/z 134.85  50.65%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
10.00

m/z 91.05 28.68%

39.0
’\\‘\‘\“h\“\h\J‘”l\“T\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- JJ\WA
119.0

o

1000
5000 ITI/Z 71.25 14.73%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 Mﬂmﬂ/k
Abundance #16998: 0-Cymene
119.0 10.00
m/z 77.05 14.72%
5000
40 l WWW‘
0,‘Huphhh‘ R R B AR %M“ 4l | &NMK
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:57 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 unknown-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.350 5.39 ng/ul 206779  Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1-methyl-1-phenyl- 122 C7H1ON2 000618-40-6 49
2 Benzoic acid 122 C7H602 000065-85-0 49
3 Benzoic acid 122 C7H602 000065-85-0 43
4 (+)-Dibenzoyl-L-tartaric acid an... 340 C18H1207 064339-95-3 43
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 43
Abundance Scan 1185 (10.350 min): BG059575.D\data.ms (-1178) (- | m/z 57.10 100.00%
57.1
122.1
5000
— —
H\ 90.3249.1  336.6 3085 4616 10.00 10.50
0’ WWJHJ“H“‘H“‘HWN‘H‘\‘Mu‘ﬁm“‘ m/z 77.10 78.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11218: Hydrazine, 1-methyl-1-phenyl-
71.0
5000 /M/\J\\/
10 00 10 50
m/z 122.10 77.10%
5.
O‘\L‘\W“\”M‘W‘I\\J !l“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11263: Benzoic acid
105.0
51.0 10.00 10.50
5000 m/z 105.10 75.37%
N O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11262: Benzoic acid MWNA‘
105.0 10.00 10.50

m/z 133.05 45.16%

5000
51.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:58 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 15 unknown-06 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.562 6.25 ng/ul 240019 Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 49
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 46
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 46
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 43
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 43

Abundance Scan 1221 (10.562 min): BG059575.D\data.ms (-1211) (- | m/z 117.05 100.00%
117.1
5000
51. H 494 10.50
L — ;“uﬁ“‘& sl 1861 2828 38164336 %% 4z 119.10  75.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16106: 3-Phenylbut-1-ene
11v.0
5000 f&JkA‘ ‘
10.50
m/z 115.05 35.43%
39.0 \ ‘
0’\\‘\L"L\hl\‘hf‘\"u\\‘J‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
10.50
5000 m/z 91.10 25.61%
51.0
m/z--> 0 50 100 150 200 250 300 350 400 450 Jmmwwwwm
Abundance #16148: 1H-Indene, 2,3-dihydro-2-methyl- e
117.0 10.50
m/z 134.05  23.19%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 10.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:01:59 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.267  6.03 ng/ul 231456  Naphthalene-ds 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 c1sHz2 003891-98-3 47

2 5-Ethyldecane 170 C12H26 017302-36-2 46
3 Tridecane 184 C13H28 000629-50-5 46
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 46
5 Dodecane 170 C12H26 000112-40-3 43

Abundance Scan 1341 (11.267 min): BG059575.D\data.ms (-1337) (- | m/z 57.10 100.00%

57.1
5000
131.0

184.2 379.2
0 ‘Hh“ulhm“\w“u J‘mw oo STL 428 mjz 71.15 50.64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 T

P
11.00 11.50
m/z 43.10  49.86%

113.0
O\\J’\‘\‘\‘\‘\JJ\”‘\‘\I\\‘}\8\3\.?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45482: 5-Ethyldecane
57.0

.
11.00 11.50

5000 m/z 41.15 32.62%
‘ ‘ 140.0
0 *H*\*““NA*AM***w****w***\w**\*w*\**ww‘**
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59029: Tridecane T —
57.0 11.00 11.50

m/z 131.00  21.87%

5000
‘\ } 113.0 184.0
0 L Y

el Py
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00 11.50

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 2-Ethyl-2,3-dihydro-1H-indene  Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.836 6.20 ng/ul 237900 Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 81
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 50
3 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 50
4 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 47
5 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 45

Abundance Scan 1438 (11.836 min): BG059575.D\data.ms (-1433) (- | m/z 57.10 100.00%
57.1 117.1
5000
50 12,00
| | 207526733254 4264 g S 12. .
Ol e e e e m/z 117.10 97.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24997: 2-Ethyl-2,3-dihydro-1H-indene
117.0
5000 MMM“ U WMM
11.50 12.00
m/z 41.10 89.08%
63.
O‘\\\\‘h\u\?\\‘m\‘\‘l\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25009: Benzene, (1-ethyl-1-propenyl)-
117.0
— —
11.50 12.00
5000 ITI/Z 83.10 72.94%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25001: Benzene, (1-ethyl-1-propenyl)- e —
117.0 11.50 12.00
m/z 82.10 66.82%
5000
39.0
o"ﬂwl‘““”ﬂ\u\‘"w"““H"_‘H_‘H_m‘wwwuw il S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:02:01 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 unknown-07 Concentration Rank 27

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

11.936 2.10 ng/ul 80593 Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 38
2 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 30
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 30
4 1H-Benzimidazole, 1-ethyl-2-methyl- 160 C10H12N2 005805-76-5 25
5 Heneicosane 296 C21H44 000629-94-7 25
Abundance Scan 1455 (11.936 min): BG059575.D\data.ms (-1451) (- | m/z 145.05 100.00%

145.1
71.1

5000 AM

ol W

199.1 278.6
| | 34153951 480, 12.00

0 e S T m/z 71,10 75.29%

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

Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0

5000 T T
12.00
m/z 57.10 74.69%
15.0 77.0 |
O‘\‘\\\\\“h\”\“l\\\“\L\”LWM‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14388: 4-Heptanone, 2-methyl-
57.0
—T—
12.00
5000 m/z 85.10 63.55%
128.0
O‘ulm ‘Mu“_MH‘H",‘m_m_m_m_m,uu

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

Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- —5
145.0 12.00

m/z 115.15 56.91%

5000

oo | i)

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

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:02:02 2023 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.118 4.86 ng/ul 186390 Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 83
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 83
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
Abundance Scan 1486 (12.118 min): BG059575.D\data.ms (-1483) (1 m/z 57.10 100.00%
57.1
o \J\/\/j\w
—r— —
| \ | 1621 - 4672 12.00 1250
Ol bl 27255900 4169 A87.28491  m/z 71.10  78.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 A A
12.00 12.50
m/z 43.10 50.44%
O‘\\J\‘f‘\JIW“\“‘].I‘?\Z'\O‘\WJ_\Q\T.\(\)\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22080: Nonane, 3-methyl-
57.0
—T— —
12.00 12.50
5000 m/z 41.15 36.87%
0 L ‘\l | 1142'0
R L e R R T R RRRa e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- —— ——
57.0 12.00 12.50
m/z 56.00 25.62%
5000
169.0
bbb bbb 2870 A Ty ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 Phenol, m-tert-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.483 2.99 ng/ul 114708 Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 86
2 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 64
3 3-tert-Butylphenol, acetate 192 C12H1602 013189-51-0 59
4 4-Hydroxy-3-methylacetophenone 150 C9H1002 000876-02-8 58
5 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 53

Abundance Scan 1548 (12.483 min): BG059575.D\data.ms (-1545) (- | m/z 135.05 100.00%
135.1

5000

65.1 326.3 483.7 12.50
,H‘\w\wwJ“mﬂeu?ﬂ‘?ng“zﬁf‘ﬁg_mwfl,l“?:?_m_m m/z 107.10  50.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27480: Phenol, m-tert-butyl-
135.0

o

5000 1
12.50
m/z 95.10 18.41%
41.0
O’\\“\J\l‘m\m\h\‘\H‘l\“\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275036: Hexestrol, O-trifluoroacetyl-
135.0
—
12.50
5000 m/z 150.05 11.85%
0 4.0 /| 2030 2950 366.0
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66605: 3-tert-Butylphenol, acetate
135.0 12.50
m/z 91.10 9.63%
5000
43.0
| ’ 192.0
O it et A e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:02:05 2023 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.730 3.06 ng/ul 117579  Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 43
2 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 38
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 35
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 35
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 35

Abundance Scan 1590 (12.730 min): BG059575.D\data.ms (-1584) (- | m/z 57.10 100.00%

57.1
5000
159.1

——
m ‘ 202 4 403.2 464.1 12.50 13.00
0- oAbl T e e e m/Z 71,15 53.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90197: Tetradecane, 2-methyl-
57.0
5000 e —
12.50 13.00
m/z 43.10 45.27%

1 ﬂ301690

02‘.\\‘\ \\\\‘J\\\\l‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #181391: Oxalic acid, butyl 6-ethyloct-3-yl ester
57.0

T
12.50 13.00

5000 m/z 55.10 35.93%
11410
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176396: Nonadecane, 9-methyl- — —
57.0 12.50 13.00

m/z 42.10  28.11%

5000
140.0
0 1! \’ | ‘\ | 211.0267.0 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

EPA-BG102723.MA.M

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.452  5.28 ng/ul 228632 Acenaphthene-die 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 2-methyl- 128 oo 003221-61-2 80

017312-81-1 64
017312-82-2 62
074645-98-0 59
1000309-14-9 53

2 Undecane, 3,5-dimethyl- 184 C13H28
3 Undecane, 4,6-dimethyl- 184 C13H28
4 Dodecane, 2,7,10-trimethyl- 212 C15H32
5 Sulfurous acid, hexadecyl pentyl... 376 C21H4403S

Abundance Scan 1713 (13.452 min): BG059575.D\data.ms (-1708) (- | m/z 71.85 100.00%
71.0
- MM
127.2 1350
om‘MM‘MWm‘ult?ﬁ"s”Hﬁg‘?“?ﬁH_‘fl‘??]:’j‘f“?‘?u‘fw m/z 57.10  98.12%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #14531: Octane, 2-methyl-
43.0
5000 T
13.50
m/z 43.15 55.55%
|| s
O\\\‘\%f\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
——
13.50
5000 m/z 41.10 45.45%
ol L2000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59063: Undecane, 4,6-dimethyl- ——
57.0 13.50
m/z 85.10 42.32%
5000
H 113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:02:07 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 Naphthalene, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.140 3.08 ng/ul 132957  Acenaphthene-di10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
Abundance Scan 1830 (14.140 min): BG059575.D\data.ms (-1825) (- | m/z 156.05 100.00%
156.1
5000 M J\/\
INA WAL
‘ | 14.00 14.50
Ofrrrt M'w Jhll., 2160 2823 3768 4770 . 14105 77.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 et e
14.00 14.50
m/z 155.10  27.43%
77.0
OL\S\O\\“\‘\“\f‘\‘\“\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
14.00 14.50
5000 m/z 115.10 23.99%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33136: Naphthalene, 1,4-dimethyl- e ——
156.0 14.00 14.50
m/z 128.00 16.03%
- MM
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Naphthalene, 2,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.304 5.05 ng/ul 217894  Acenaphthene-di10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 83
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 81
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 81
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 81

Abundance Scan 1858 (14.304 min): BG059575.D\data.ms (-1854) (- | m/z 156.10 100.00%
156.1

5000 j\/\
97.2 /‘\ VAN
1 ‘ 214.8 284.5 471.6529. 14.00 1450
0 5108 28953409 47169290 ) 141.e5 90.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 N e L
14.00 14.50
m/z 155.10  39.76%
77.0
O‘\\‘\J\““J“\A\\‘\\\L\\‘”\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\

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

Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
PRI AR R LLVALY
14.00 14.50
5000 ITI/Z 128.05 25.94%
0,280 98.0] L)
R S RARSRRARRRRRRRRRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33158: Naphthalene, 1,3-dimethyl- — —
156.0 14.00 14.50
m/z 97.15 23.27%
5000
s 76.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:02:09 2023 Page: 26



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.149 12.65 ng/ul 546348  Acenaphthene-d10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 68
5 Hexadecane 226 Cl16H34 000544-76-3 64

Abundance Scan 2172 (16.149 min): BG059575.D\data.ms (-2168) (- | m/z 57.10 100.00%

57.1
5000

113.1168.1 2]_6‘06 16.50

ow'“'“h‘i239'43‘18'3“‘26'7493'6 m/z 43.10 59.51%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107223: Tridecane, 5-propyl-
57.0

5000 T
16.00 16.50
m/z 71.10 58.39%

‘ 112.0 183.0

\\\k“\!‘f“f‘a\“\‘\\‘\If\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0

T
16.00 16.50
5000 m/z 41.10 31.39%

113.0
183.0
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl- ——
57.0 16.00 16.50
m/z 55.10 31.01%

- W\/M/W“/\
113.0
T

oL ‘ | “‘ 253.0

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50

o

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\

Data File : B

Library Search Compound Report

GO59575.D

Acqg On 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.631 15.56 ng/ul 656332 Phenanthrene-die 17.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90

2 Decane, 2-methyl- 156 C11H24 006975-98-0 86
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
5 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 81
Abundance Scan 2254 (16.631 min): BG059575.D\data.ms (-2250) (- | m/z 57.10 100.00%
57.1
e AmmfvvmeAMW«Mmﬂﬂmv
113.1 T ‘ T T ‘ T
183.2 16.50 17.00
(N ‘w‘ WJ‘ AL bk 2300 854.9 4291 4991 17 71.10  94.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 St e
16.50 17.00
113.0 ITI/Z 43.10 73.48%
183.0
O ‘\\J‘f“\‘f‘\‘\l!f"\‘\!‘“\1\1\‘\\\21!5‘3\.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33087: Decane, 2-methyl-
43.0
P e
16.50 17.00
5000 ITI/Z 85.15 42 .55%
‘113.0
0 w‘Mug‘“"4‘HH_‘H‘HWwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 16.50 17.00
m/z 41.10 34.18%
5000
113.0 83.0
o[ 1880 asa0 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50 17.00
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\

Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.453  14.36 ng/ul 600494  Phenanthrene-di10 17.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Dodecane 170 C12H26 000112-40-3 87
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 86
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 86
Abundance Scan 2394 (17.453 min): BG059575.D\data.ms (-2390) (- | m/z 57.10 100.00%
57.1
2000 M‘Jkﬂfv
127.1 N
197.1 . 17.50
ol HL L bkl 2810 4083 4828547, nyz 71.10  91.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
5000 T
17.50
m/z 85.10 58.03%
127.0
O \l‘\"\J\\‘i\I‘\I‘\“\{““\‘\]-\RT.\O\\\‘\\\\‘\:3\3\§;(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45479: Dodecane
43.0
——
17.50
5000 m/z 43.10 57.83%
} 113.0170.0
S B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane ——
57.0 17.50
m/z 41.10 36.74%
5000
141.0
WL s
O+ e e e e e T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59575.D

Acqg On : 1 Nov 2023 11:57
Operator : MA/JU

Sample : 04922-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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|
(DEL) Alkane: C... 6.925 2.6 ng/ul 70252 1  8.358 544189 20.0
unknown-01 7.295 3.0 ng/ul 80173 1 8.358 544189 20.0
3-Bromooctane 8.247 4.0 ng/ul 108819 1 8.358 544189 20.0
Benzene, (1l-eth... 8.717 4.5 ng/ul 122122 1 8.358 544189 20.0
Benzene, 1,4-di... 8.816 3.0 ng/ul 81131 1  8.358 544189 20.0
unknown-02 8.875 2.7 ng/ul 73088 1 8.358 544189 20.0
Bicyclo[4.2.0]o... 8.981 4.3 ng/ul 118061 1 8.358 544189 20.0
Benzene, 2-ethy... 9.439 6.7 ng/ul 181227 1 8.358 544189 20.0
unknown-03 9.686 2.8 ng/ul 76197 1  8.358 1544189 20.0
unknown-04 9.774 2.3 ng/ul 62626 1 8.358 544189 20.0
Benzene, 1,2,3,... 9.974 2.5 ng/ul 97470 2 11.208 767749 20.0
unknown-05 10.350 5.4 ng/ul 206779 2 11.208 767749 20.0
unknown-06 10.562 6.3 ng/ul 240019 2 11.208 767749 20.0
(DEL) Alkane: S... 11.267 6.0 ng/ul 231450 2 11.208 767749 20.0
2-Ethyl-2,3-dih... 11.836 6.2 ng/ul 237900 2 11.208 767749 20.0
unknown-07 11.936 2.1 ng/ul 80593 2 11.208 767749 20.0
(DEL) Alkane: S... 12.118 4.9 ng/ul 186390 2 11.208 767749 20.0
Phenol, m-tert-... 12.483 3.0 ng/ul 114708 2 11.208 767749 20.0
(DEL) Alkane: S... 12.730 3.1 ng/ul 117579 2 11.208 767749 20.0
(DEL) Alkane: S... 13.452 5.3 ng/ul 228032 3 14.986 863547 20.0
Naphthalene, 2,... 14.140 3.1 ng/ul 132957 3 14.986 863547 20.0
Naphthalene, 2,... 14.304 5.0 ng/ul 217894 3 14.986 863547 20.0
(DEL) Alkane: S... 16.149 12.7 ng/ul 546348 3 14.986 863547 20.0
(DEL) Alkane: S... 16.631 15.6 ng/ul 650332 4 17.735 836113 20.0
(DEL) Alkane: S 17.453 14.4 ng/ul 600494 4 17.735 836113 20.0
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