LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc :

ALS Vvial : 11 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-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62798.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.937 478 485 494 rVB2 5716566 10774220 5.42% 1.038%
2 6.407 558 565 572 rBv4 1657704 3490366 1.75% 0.336%
3 6.478 572 577 582 rBV 2196007 3675992 1.85% 0.354%
4 6.560 582 591 594 rBV2 1750024 4273725 2.15% 0.412%
5 6.918 640 652 657 rBVv3 2978074 9145267 4.60% 0.881%
6 6.977 657 662 665 rVW 4022304 6931678 3.48% 0.668%
7 7.012 665 668 673 rVWW 3759814 6278648 3.16% 0.605%
8 7.077 673 679 685 rVV3 5030688 12186557 6.13% 1.174%
9 7.147 685 691 695 rVW 2677760 4581522 2.30% 0.441%
10 7.306 712 718 722 rVV 2850481 5417713 2.72% 0.522%
11 7.353 722 726 732 rVW 4240269 7852190 3.95% 0.757%
12 7.435 733 740 745 rVvV4 1510314 3856711 1.94% 0.372%
13 7.576 754 764 773 rVV 16545431 36978630 18.59% 3.563%
14 7.753 782 794 798 rBv4 1138372 3047024 1.53% 0.294%
15 7.847 801 810 815 rBV3 1157841 3368251 1.69% 0.325%
16 7.911 815 821 825 rVB 4489192 7581302 3.81% 0.731%
17 8.011 825 838 842 rBV2 6912778 20087582 10.10% 1.936%
18 8.123 851 857 858 rBV2 1940981 3014073 1.52% 0.290%
19 8.152 858 862 865 rVvB 3787090 5533713 2.78% 0.533%
20 8.364 891 898 901 rBV 4186203 7873074 3.96% 0.759%
21 8.464 910 915 921 rVB3 4255246 8061472 4.05% 0.777%
22 8.522 921 925 928 rBV 2714013 3561059 1.79% 0.343%
23 8.575 928 934 935 rBV2 4261751 6561300 3.30% 0.632%
24 8.699 948 955 958 rBV 4357927 7959446 4.00% 0.767%
25 8.728 958 960 969 rVB2 2919665 5081493 2.55% 0.490%
26 8.881 980 986 989 rBV 2617768 4490622 2.26% 0.433%
27 8.928 989 994 1001 rVB2 3188310 6721871 3.38% 0.648%
28 9.033 1001 1012 1021 rBV4 4955392 12764296 6.42% 1.230%
29 9.186 1021 1038 1044 rVB 14170188 38528202 19.37% 3.713%
30 9.280 1044 1054 1060 rBV7 3572992 11014342 5.54% 1.061%
31 9.357 1060 1067 1071 rBV5 2455838 5677825 2.85% 0.547%
32 9.509 1088 1093 1097 rVB2 1775014 2953892 1.48% 0.285%
33 9.562 1097 1102 1106 rBV2 2107635 3932786 1.98% 0.379%
34 9.615 1106 1111 1121 rVB3 2187822 5309405 2.67% ©0.512%
35 9.715 1121 1128 1134 rVB2 2226962 4934838 2.48% 0.476%

36 9.803 1134 1143 1147 rBV4 2174023 5772985 2.90% 0.556%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc :

ALS Vvial : 11 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-BG090924.MA.M
Title : SVOA CALIBRATION

37 9.856 1147 1152 1159 rBV4 3184832 8195447 4.12% 0.790%
38 10.003 1168 1177 1181 rVB 3793474 8734637 4.39% 0.842%
39 10.068 1181 1188 1192 rBV2 2634346 4327939 2.18% 0.417%
40 10.150 1193 1202 1205 rVV3 3355536 8378387 4.21% 0.807%
41 10.250 1213 1219 1223 rBV 2292541 4101696 2.06% ©.395%

42 10.408 1240 1246 1251 rBV2 2482263 4339829 2.18% 0.418%
43 10.726 1288 1300 1314 rVB3 12414055 45431484 22.84% 4.378%
44 10.843 1314 1320 1324 rBV2 7720584 13213668 6.64% 1.273%

45 10.884 1324 1327 1333 rVB 2874152 4169941 2.10% ©0.402%
46 10.996 1341 1346 1357 rVB4 1581744 3829625 1.93% 0.369%
47 11.102 1357 1364 1375 rBV 8668602 16403285 8.25% 1.581%
48 11.231 1376 1386 1391 rBV 5548282 11120939 5.59% 1.072%
49 11.630 1446 1454 1468 rVB8 2508432 8693201 4.37% 0.838%
50 11.754 1468 1475 1479 rBV 6343430 11605485 5.83% 1.118%
51 11.818 1481 1486 1492 rVB 5801777 10943282 5.50% 1.055%
52 11.983 1505 1514 1522 rBV2 6380994 11928459 6.00% 1.149%
53 12.159 1534 1544 1546 rBV 8279681 17867708 8.98% 1.722%
54 12.183 1546 1548 1553 rVB 5141973 6582012 3.31% 0.634%
55 12.271 1553 1563 1566 rBv4 1982168 4559057 2.29% ©0.439%

56 12.388 1576 1583 1588 rVB2 10173566 18753888 9.43% 1.807%

57 12.547 1604 1610 1614 rBV2 3833645 7093283 3.57% ©0.684%
58 12.600 1615 1619 1626 rVB2 2388127 4784840 2.41% 0.461%
59 12.794 1644 1652 1657 rBV5 1694686 4768822 2.40% 0.460%
60 12.947 1674 1678 1686 rBv4 1811233 4523300 2.27% 0.436%
61 13.093 1698 1703 1706 rBV 2678097 4332681 2.18% 0.418%
62 13.305 1734 1739 1743 rVB 2707682 3847551 1.93% 0.371%
63 13.393 1746 1754 1759 rBV 8183150 15678961 7.88% 1.511%
64 13.522 1771 1776 1783 rVV 3365565 7578079 3.81% 0.730%
65 13.605 1783 1790 1796 rVB4 2789563 5999763 3.02% ©.578%
66 13.734 1805 1812 1816 rBV3 3066605 6098288 3.07% 0.588%
67 13.822 1821 1827 1831 rBV 3999294 6804010 3.42% 0.656%
68 13.881 1831 1837 1842 rBV3 3236226 7665263 3.85% ©.739%
69 14.039 1856 1864 1868 rBV2 3653569 7312684 3.68% 0.705%
70 14.075 1868 1870 1880 rVV4 1691962 4636181 2.33% 0.447%

71 14.180 1884 1888 1896 rVB4 4362388 9379486 4.72%  0.904%
72 14.286 1901 1906 1909 rBV3 1804684 3698064 1.86% 0.356%
73 14.474 1930 1938 1941 rBV 13783255 24327134 12.23%  2.344%
74 14.621 1959 1963 1971 rVB7 3440364 5893375 2.96% ©.568%
75 14.703 1971 1977 1982 rVB 8273657 12355211 6.21% 1.191%

76 14.762 1983 1987 1995 rBV4 2466846 5450936 2.74% 0.525%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc :

ALS Vvial : 11 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-BG090924.MA.M
Title : SVOA CALIBRATION

77 15.032 2025 2033 2036 rBV3 1479379 3735096 1.88% ©.360%
78 15.073 2037 2040 2044 rBV3 1601941 3064673 1.54% ©.295%
79 15.214 2055 2064 2067 rBV 13426762 28798196 14.48% 2.775%
80 15.326 2077 2083 2089 rBV2 8595908 14671998 7.38% 1.414%

81 15.414 2089 2098 2101 rVB 8400956 15114172 7.60% 1.456%
82 15.808 2162 2165 2169 rVB2 3117268 3914155 1.97% 0.377%
83 15.902 2177 2181 2187 rVB5 2093780 3560133 1.79% ©.343%
84 16.178 2223 2228 2238 rVB4 3448307 6385307 3.21% ©.615%
85 16.272 2238 2244 2246 rBV 8012454 13290961 6.68%  1.281%

86 16.607 2298 2301 2308 rBV3 1645430 2999745 1.51% 0.289%
87 17.071 2354 2380 2384 rBV3 26965806 198925126 100.00% 19.169%
88 17.600 2464 2470 2475 rBv4 2765610 5489378 2.76% ©.529%
89 17.800 2499 2504 2509 rVB 6819034 9492231 4.77%  0.915%
90 17.964 2528 2532 2538 rVB 4461672 5927846 2.98% 0.571%

91 18.487 2616 2621 2625 rBV 4971603 6415769 3.23% 0.618%
92 19.116 2721 2728 2730 rBV2 4518593 8038339 4.04% 0.775%
93 19.686 2821 2825 2829 rBV2 3486594 4019178 2.02% 0.387%
94 20.214 2911 2915 2918 rBV 2904025 3840185 1.93% ©.370%
95 20.708 2995 2999 3003 rBV 2555359 2901600 1.46% ©0.280%
96 21.202 3079 3083 3096 rVB 5305619 7313452 3.68% 0.705%
97 21.724 3167 3172 3183 rVB 2075511 3296201 1.66% ©.318%
98 22.189 3245 3251 3258 rVB 2034093 3605544 1.81% 0.347%
99 22.306 3265 3271 3281 rVB3 2554284 5205169 2.62% 0.502%
100 24.603 3654 3662 3673 rVB3 881262 3031039 1.52% 0.292%

Sum of corrected areas: 1037717446
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 13 Sep 2024 21:36
. P3898-20

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
BG062798.D

JU/RC

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.937  28.42 ng/ul 10774200 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 81
2 Nonane 128 C9H20 000111-84-2 80
3 Nonane 128 C9H20 000111-84-2 80
4 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59

Abundance Scan 485 (5.937 min): BG062798.D\data.ms (-478) (-) m/z 43.10 100.00%

43.1
57.1
5000
a2 Thshsmrabe
H ‘ 106.1 1082 : : : :
oHwW‘_m‘!mw_W‘mwm‘mw,www m/z 57.18  79.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane
43.0
57.0
5000
5.60 5.80 6.00 6.20
0.0 710 850 m/z 41.10 57.09%
| ‘ H ‘ 99.0 128.0
0 H‘\H\‘\H‘\‘HH“\H\‘\\‘H‘HH‘\H\‘\1\\‘HH‘\H\’HH‘\HM\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
R A RRARAREE
57.0 5.60 5.80 6.00 6.20
5000 m/z 85.10 24 .65%
29.0
128.0
01550 5 40 5 66 70 80909502111:1020 3
m/z-->
Abundance #14523: Nonane ““H“H“rﬁﬁj}ﬁ?#A
43.0 5.60 5.80 6.00 6.20
570 m/z 56.10 21.04%
5000
29.0
71.0 85.0
o150 | w0 1m0
P e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Benzene, (1-methylethyl)- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
6.407 9.21 ng/ul 3490370 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 53
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 53
3 Undecane 156 C11H24 001120-21-4 35
4 Octane 114 C8H18 000111-65-9 27
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 25
Abundance Scan 565 (6.407 min): BG062798.D\data.ms (-558) (-) m/z 43.10 100.00%
3.1
105.1
5000
71.1
‘ | H ‘H 1261 6.00 6.20 6.40 6.60 6.80
o bl il W ) A28 s 57010 64.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10711: Benzene, (1-methylethyl)-
105.0
5000
6.00 6.20 6.40 6.60 6.80
m/z 41.10 57.48%
o709 510 770 zl
O T \‘\ T \“‘\ \“} T “\‘\ T \m‘ T \‘\ T |‘1‘\ \J\-“Z\.(\)\ L L B e
miz--> 20 40 60 80 100 120 140 160
Abundance #10706: Benzene, (1-methylethyl)-
105.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 105.10 54.39%
51.0 77.0
200, | I |
oLt el el
m/z--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane _“‘_“‘_“‘_“W‘f
43.0 6.00 6.20 6.40 6.60 6.80
m/z 55.10 36.17%
5000 71.0
0 ZB‘L H‘\ \“ \‘ 9?0 | 127.0 15§0
R e  E e AR RE R i RERARRE AR R
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
6.478 9.70 ng/ul 3675990 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 90
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 86
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 78
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
Abundance Scan 577 (6.478 min): BG062798.D\data.ms (-572) (-) m/z 57.10 100.00%
57.1
5000 411
‘ 85.1 113.1 6.20 6.40 6.60 6.80
ol bl 1422 s 4310 61.04%
m/z--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
5000
6.20 6.40 6.60 6.80
41)0 o
1120 m/z 71.10 55.12%
0 1T ‘2\6‘-})\ T \“‘ T \‘H T ‘8‘}5‘.\()\ T ‘ T H\ ‘]_\27\.9]\_4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22081: Nonane, 3-methyl-
57.0
6.20 6.40 6.60 6.80
5000 m/z 41.10 46.82%
41.0
112.0
0 26\.L o 880 | 127.0142.0
e
m/iz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- A T
57.0 6.20 6.40 6.60 6.80
m/z 56.10 32.43%
5000
410 113.0
85.0
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Cyclic6.560 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
6.560 11.27 ng/ul 4273730 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 68
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 53
3 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 50
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 43
5 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 38
Abundance Scan 591 (6.560 min): BG062798.D\data.ms (-582) (-) m/z 55.10 100.00%
55.1
83.1
5000
39/1
 ARAREEmaR TSRS
98.1 126.1 6.20 6.40 6.60 6.80
T 1421 ;
ol ol S m/z 83.10 75.84%
m/z--> 20 40 60 80 100 120 140
Abundance #13270: Cyclopentane, (2-methylpropyl)-
41.0 69.0
5000
6.20 6.40 6.60 6.80
m/z 41.10 68.61%
. ‘ H | 0126.0
O\\\‘\1\\}\\‘\H\‘\‘\r\“!\\\“‘\\‘\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
e
6.20 6.40 6.60 6.80
5000 m/z 82.10 41.23%
27.0 126.0
P I P A Y O
m/iz--> 20 40 60 80 100 120 140
Abundance #13013: Ethanone, 1-cyclohexyl- T T T T T
55.0 6.20 6.40 6.60 6.80
m/z 57.10 37.14%
83.0
5000
39 126.0
150 ‘ ‘ 111.0
Y M Y L O NSRS [} DV AWAVATAAS SUNATALA
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.918 24.13 ng/ul 9145270  1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 90
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 78
3 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
4 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 50
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 50
Abundance Scan 652 (6.918 min): BG062798.D\data.ms (-640) (-) m/z 57.10 100.00%
57.1
I MULA
98.1 e AR
6.60 6.80 7.00 7.20

‘ 2.2 120.1
oWmWHM:‘wM:,muumwm‘w‘u”waw,u‘l“}%uz‘_ m/z 43.10  78.46%

m/z--> 20 30 40 50 60 70 80 90 100110120130140

Abundance #22083: Nonane, 4-methyl-

57.0
5000 L L L IR B
6.60 6.80 7.00 7.20
410 m/z 41.10 40.45%
98.0
0l 260 | |l 720 | 1130 1420
HH‘\H\‘\\\\‘\H\‘HH’\\H‘\H\‘\\\\‘\H\‘HH‘HH‘HH’HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22082: Nonane, 4-methyl-
57.0
R ARRamEEaE R
6.60 6.80 7.00 7.20
5000 m/z 71.10 33.97%
410 98.0
P SO SN T o
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22118: Heptane, 2,3,4-trimethyl- R R
57.0 6.60 6.80 7.00 7.20
m/z 70.10 28.22%
5000
41,0
‘ 99.0
0\\u‘%6:"\?\\\\“1m\‘u‘l1,\\Z‘1'\9\‘\\\\‘\uU‘uu‘\m‘\m,\m‘uu‘\ AN maseEE,
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:12 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
6.977 18.29 ng/ul 6931680 1,4-Dichlorobenzene-d4 7.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 91
2 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 87
3 Decane 142 C1leH22 000124-18-5 83
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 59
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 59
Abundance Scan 662 (6.977 min): BG062798.D\data.ms (-657) (-) m/z 43.10 100.00%
43.1
5000
71.1
R EERAsREES s e
‘ 98. 1272 6.60 6.80 7.00 7.20
Ol e L b 220 m/z 57.10  95.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L N L B LN R B
71.0 6.60 6.80 7.00 7.20
m/z 41.10 55.20%
98.0
O\\\‘\‘}‘\\“\\\‘!“\\“\\‘\‘\\\“\\\\]-‘2\7.\(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22098: Octane, 2,7-dimethyl-
43.0
T
6.60 6.80 7.00 7.20
5000 m/z 71.10 33.50%
71.0 990
‘\ | \‘\ I 127.0
Ottt e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane R o e R R
43.0 6.60 6.80 7.00 7.20
m/z 42.10 28.36%
5000
71.0
020-499‘0“2'0207-0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:13 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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, 1,2,3-trimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.012 16.56 ng/ul 6278650 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 668 (7.012 min): BG062798.D\data.ms (-665) (-) m/z 105.10 100.00%
105.1
5000
120.1
REaa e e R
51.1 77"1 ‘ 6.60 6.80 7.00 7.20 7.40
b 388 T 1402 s 106,10 32.57%
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 /\
5000 DL B LR B R
6.60 6.80 7.00 7.20 7.40
m/z 91.10 16.54%
39.0 77.0
0 \]-\5\-0‘\\\\“‘\ \‘M‘S\g‘.q\\\m‘ L ‘M T \‘\“ T T T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.10 15.63%
120.0
77.0
olis0 390 590 I
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 12.17%
120.0
5000
20 s90 0 |
ok e AR A e
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:13 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
7.306 14.29 ng/ul 5417716 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 718 (7.306 min): BG062798.D\data.ms (-712) (-) m/z 105.10 100.00%
105.1
5000
120.1
R AAREEEE L
30.1 55,1 77‘ 1 7.00 7.20 7.40 7.60
(| R ““u At “‘M o Ml 1802 0 hss 120,10 30.65%
m/z--> 20 60 8 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.00 7.20 7.40 7.60
m/z 77.10 15.28%
39.0 77.0
[ T \‘\ T \“ T \‘\5\9‘9‘\ T !“‘[ T \‘1 T “1‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
RARREEN NS
7.00 7.20 7.40 7.60
5000 m/z 91.10 14.58%
79.0 120.0
39.0 63.0 H ‘
) S L Y N MY A
m/iz--> 20 40 60 80 100 120 140
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 13.04%
5000
120.0
77.0
270 | 510 | ‘
S P - - - | N e e
m/z--> 20 40 100 120 140 7.00 7.20 7.40 7.60

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:14 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.353  20.71 ng/ul 7852190 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 83
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47
3 Octane, 3,4-dimethyl- 142 C1eH22 015869-92-8 43
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 43
5 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 42
Abundance Scan 726 (7.353 min): BG062798.D\data.ms (-722) (-) m/z 43.10 100.00%
3.1
- /VX/XJk//KAﬂ/{A/X/
69.185‘1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
7.00 7.20 7.40 7.60
109.1
ol L 10P11270 1831 L 5gi1e  48.53%
m/z--> 20 40 60 80 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
69.0 85.0 7.00 7.20 7.40 7.60
m/z 69.10  31.38%
27.0
109.0
0 \‘\’\‘H\ \‘i f— \‘HH‘ \‘\“\ T “‘\‘\ T \‘\\-}\27\.\0\ T
miz-> 20 40 60 80 100 120 140
Abundance #8503: 2-Hexanone, 5-methyl-
43.0
T
7.00 7.20 7.40 7.60
5000 m/z 41.10 29.98%
27.0
N T Y S B R—
m/iz--> 20 40 60 80 100 120 140
Abundance #22089: Octane, 3,4-dimethyl- e A ARaaaEE Rt
43.0 7.00 7.20 7.40 7.60
m/z 85.10  25.97%
5000
85.0
o TP | w30 o
A e e e e e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:15 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.576  97.55 ng/ul 36978600 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 59
3 Decane 142 C1leH22 000124-18-5 58
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 56
5 Mesitylene 120 CS9H12 000108-67-8 53
Abundance Scan 764 (7.576 min): BG062798.D\data.ms (-754) (-) m/z 57.15 100.00%
57.1
105.1
5000
‘ 7.207.407.60 7.80
ok i Wl‘ Wiyl 2422 1032 2824 . 4315 95.80%
miz--> 50 100 150 200 250
Abundance #22066: Decane
57.0
5000 N LR DL B
7.20 7.40 7.60 7.80
2710 m/z 41.10 69.32%
M H ‘ 99.0 142.0
0\\\\“h‘\“\‘\“‘\”‘\“\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R AR EEEE A
7.20 7.40 7.60 7.80
5000 m/z 105.05 66.82%

39.0
oL L “\ i‘u ‘]‘4\\}) “ “ n‘\

=

m/z--> 50 100 150 200 250
Abundance #22067: Decane

43.0 7.20 7.40 7.60 7.80

m/z 71.15 48.29%
5000
85.0
L e
OH‘\‘;“‘H R R e EARAREE S

m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:16 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
7.753 8.04 ng/ul 3047020 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 53
2 Decane, 5-methyl- 156 C11H24 013151-35-4 53
3 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 50
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 47
5 Hexane, 3-ethyl-3-methyl- 128 C9H20 003074-76-8 47

Abundance Scan 794 (7.753 min): BG062798.D\data.ms (-782) (-) m/z 57.10 100.00%

57.1
5000
85.1
ST
3911 Uﬂ ULl o1 7.40 7.60 7.80 8.00
ol el e TTRTI562 s 43010 73.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22068: Decane
43.0
5000 L LA B I L LI LR I
71.0 7.40 7.60 7.80 8.00
m/z 41.10 44.73%
O 1T ‘2\6‘1\L)\ \“‘} T \‘!“ T \“\ T ‘ 1‘\ \9\?‘.0\\ \‘\ ‘ T \]\-4‘.‘2\'(\)\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33091: Decane, 5-methyl-
57.0
G Ty
7.40 7.60 7.80 8.00
5000 20.0 m/z 69.10 32.60%
85.0
Ly | 1120 156.0
oLl sl e PP
m/z--> 20 40 60 80 100 120 140 160
Abundance #100828: Sulfurous acid, butyl hexyl ester T
57.0 85.0 7.40 7.60 7.80 8.00
m/z 85.10 31.35%
5000
29.0
bl L oo o
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:18 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
7.847 8.89 ng/ul 3368250 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 53
2 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 53
3 Tetradecane 198 C14H30 000629-59-4 53
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 47
Abundance Scan 810 (7.847 min): BG062798.D\data.ms (-801) (-) m/z 57.10 100.00%
57.1
- M
85.1 R A e
H H ‘ 1111 1392 7.60 7.80 8.00 8.20
oY S| ) R YT W s i m/z 43.10  68.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
5000 85.0 e N R AR
7.60 7.80 8.00 8.20
m/z 41.10 39.28%
O\\\\‘\\\\“\\\“!‘\\“\\“!\\\“\\\\]‘_2\\7\()\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33096: Nonane, 2,5-dimethyl-
57.0
A RARAEREE R
7.60 7.80 8.00 8.20
5000 m/z 85.10 21.67%
85.0
29.0
oLl |0 1560
"H“H“H“‘H“_“w“‘w“u“u‘“H‘,H“_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0 7.60 7.80 8.00 8.20
m/z 56.10 20.25%
5000
85.0
29 0
oLl 30 a0 seso 1580
"H“H“H“‘H“_“w“‘w“u“u‘“H“H“_ A RREaEEERE T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:19 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.011 52.99 ng/ul 20087600 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 59
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
Abundance Scan 838 (8.011 min): BG062798.D\data.ms (-825) (-) m/z 57.15 100.00%
57.1
- m
I AT
39‘ ‘ 83" ! 1051 7.60 7.80 8.00 8.20 8.40
Ol 3PP 1272 1861y s 40 10 54.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000 I L L B
7.60 7.80 8.00 8.20 8.40
290 83.0 m/z 43.10  48.58%
miz-> 20 40 60 100 120 140 160
Abundance #15691.1—Hexan0L2—eﬂwL
57.0
RREARE e e
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.10 33.88%
29.0
83.0
‘ | ] “ﬂ | ] 112.0
0““““““‘ B A e o e e e B
m/iz--> 60 80 100 120 140 160
Abundance #94091.HeprBobuwIcamonme R A RaRE o
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 24.01%
- M
290
. || rso 0 190 s0m6n
‘H““““H LA B o e POV T
m/z--> 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

SFAM-EPA-BGO90924 .MA.M Sat Sep 14 07:14:20 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
8.123 7.95 ng/ul 3014070 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 46
2 Tridecane 184 C13H28 000629-50-5 46
3 Dodecane 170 C12H26 000112-40-3 46
4 Hexadecane 226 C1l6H34 000544-76-3 46
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43
Abundance Scan 857 (8.123 min): BG062798.D\data.ms (-851) (-) m/z 57.10 100.00%
57.1
83.1
‘ 780800820840
129.1 : : : :

0 Mw‘g‘m Mo e e ATLL 2150 0 myz 43.10 86.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #123961: Heptadecane

57.0
5000 LB L B I R B |
85.0 7.80 8.00 8.20 8.40
290 m/z 41.10  65.61%
0 “ \‘\ uh\ H\ l “‘11‘30”14‘10 169.0 249(
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
R Emma mARRREE
7.80 8.00 8.20 8.40
5000 m/z 71.10 56.37%
85.0
29.0
| ‘ | | 11301410 1840
0 H‘““‘““h‘“‘H‘h“luH“‘HmH‘H‘mH‘mw\m_m_m,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45479: Dodecane R RRARaREaa
43.0 7.80 8.00 8.20 8.40
m/z 83.10 52.41%
71.0
5000
Lm0 o 1700
O et e e e e e AR ERE R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36

Operator JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

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

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

Peak Number 15 1,1-Hexylenedioxybutane Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
'5.152 14.60 ng/ul 5533710  1,4-Dichlorobenzene-d4  7.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 Clete02 1000249-77-4 56

018455-25-9 50
1010309-30-7 43
000702-50-1 28

2 .alpha.-Amino-2,5-dihydro-5-meth... 157 C7H11NO3
3 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404
4 1,3-Cyclohexanedione, 2,2,5,5-te... 168 C10H1602

5 2-Dimethylamino-4-methyl-pent-4-... 138 C8H14N2 094492-10-1 25
Abundance Scan 862 (8.152 min): BG062798.D\data.ms (-858) (-) m/z 83.10 100.00%
129.1 R RN e R
‘ M} 0 1711 7.80 8.00 8.20 8.40
b ML 801y 1101 | 152977hL o 43,10 42.85%
miz--> 20 40 60 80 100 120 140 160
Abundance #46991: 1,1-Hexylenedioxybutane
83.0
43.0
5000 L LA UL LI B LI BN B
7.80 8.00 8.20 8.40
129.0 m/z 55.10 25.73%
0 260 ||| $-0 i 1000 | 171.0
‘\\\\‘\\\1’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #34284: .alpha.-Amino-2,5-dihydro-5-methyl-2-furanaceti
83.0
R
7.80 8.00 8.20 8.40
55.0 .
5000 m/z 59.10 19.17%
0 ‘\‘\H ‘\H‘ Ll il 1120 140.0157.0
I L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #142989: Oxalic acid, cyclohexyl isohexyl ester
83.0 7.80 8.00 8.20 8.40
m/z 129.05 19.08%
5000 55.0
27\\0 \H\ ] MJ 129.0
L A
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:14:21 2024

Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Cyclohexanone, 3,3,5-trimet... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.364 20.77 ng/ul 7873070  1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 81
5 cis-3-Decene 140 C10H20 019398-86-8 55
Abundance Scan 898 (8.364 min): BG062798.D\data.ms (-891) (-) m/z 83.10 100.00%
83.1
55.1
5000
it 800820840860
112 1 . : : :

Ol 35 Ll L L1738 s 5510 60.45%

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

Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-

83.0
5000 410 L LLELL NN B B B
8.00 8.20 8.40 8.60
140.0 m/z 69.10 55.35%
Lm0 ‘ I T X
\\\\‘\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
e e A nEE
8.00 8.20 8.40 8.60
5000 55.0 m/z 41.10 53.42%
270 140.0
o W 4 wzey 17
m/z--> 20 40 60 80 100 120 140 160
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- T

83.0 8.00 8.20 8.40 8.60
m/z 56.10 51.77%

5000

N
— ©
o

[¢)]

(8]

o

112.0
ot 120 S S

m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

140.0
\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.464  21.27 ng/ul 8061470 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 46
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 38
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 38
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 38
Abundance Scan 915 (8.464 min): BG062798.D\data.ms (-910) (-) m/z 57.10 100.00%
57.1
105.1
5000
85.1
O ARRRRRRaEEEELEE
39‘ Uﬂ N 13?'1 8.20 8.40 8.60 8.80
0b el B bl L 15620 0 43 00 76.85%
miz--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
5000 UL L B LI LI B
8.20 8.40 8.60 8.80
290 85.0 m/z 185.10  76.03%
N P YR,
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #17039.Benzene,(14netthropyD—
105.0
8.20 8.40 8.60 8.80
5000 m/z 41.10 44.94%
770 134.0
o ero so T
ettt
m/z--> 20 40 60 80 100 120 140 160
Abundance #17046: Benzene, (1-methylpropyl)- RARRmaE B
105.0 8.20 8.40 8.60 8.80
m/z 85.10 30.40%
5000
134.0
zo 850 TP |
L D e
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\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
8.522 9.39 ng/ul 3561060 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 78
3 Octane, 3-ethyl- 142 C1leH22 005881-17-4 78
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
Abundance Scan 925 (8.522 min): BG062798.D\data.ms (-921) (-) m/z 43.10 100.00%
T 711
5000
R R aREE
‘ 112.2 8.20 8.40 8.60 8.80
Ol 880 | 14001862 . 7119 82.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 UL L B L I B
8.20 8.40 8.60 8.80
m/z 57.10 72.52%
27,0 112.0
O \‘ \H\ \"‘\ T \h" T \‘} T "H\ L ’ L !‘\ ’ L \1\4.‘0.\0\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22112: Heptane, 2,5,5-trimethyl-
43.0 71.0
R AR
8.20 8.40 8.60 8.80
5000 m/z 41.10 42.13%
270 113.0
ob bl b oo
m/z--> 20 40 60 80 100 120 140 160
Abundance #22070: Octane, 3-ethyl- AR AR
43.0 8.20 8.40 8.60 8.80
71.0 m/z 70.10 29.11%
5000
27,0 112.0
N A O P SO ) = VAV A VLV
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\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36

Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

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

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

Peak Number 19 Benzene, 1,3-diethyl- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
8.575 17.31 ng/ul 6561300 1,4-Dichlorobenzene-d4 7.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 83
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 81
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 81
Abundance Scan 934 (8.575 min): BG062798.D\data.ms (-928) (-) m/z 119.10 100.00%
119.1
91.1
5000
57.1
8.20 8.40 8.60 8.80
R N ]
0 ““““ ‘“y“‘c“‘ﬂ‘w““““““““ m/z 91.10 69.30%
mfz--> 100 120 140 160
Abundance #17034. Benzene, 1,3-diethyl-
119.0
5000
8.20 8.40 8.60 8.80
91.0 m/z 105.10 48.14%
39.0
65.0 ‘
0 \\\‘\‘\‘\\“‘\\h\"\‘\\\‘H‘\\\\‘uﬂ\ \w‘l\\l\‘\el‘o\ \\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #17032: Benzene, 1,2-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 47.11%
91.0
65.0
150 90 830 |l 1360
e L i I
m/z--> 20 40 60 80 100 120 140 160
Abundance #17018: 1,3,8-p-Menthatriene
119.0 8.20 8.40 8.60 8.80
91.0 m/z 57.10 30.97%
5000
41.0
‘ 65.0 ‘ ‘
o I ' “‘ww‘_”w‘l | ] [ e et
m/z--> 20 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
8.699 21.00 ng/ul 7959450  1,4-Dichlorobenzene-d4 7.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 90
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58
4 Decane, 3-methyl- 156 C11H24 013151-34-3 53
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 53

Abundance Scan 955 (8.699 min): BG062798.D\data.ms (-948) (-) m/z 57.10 100.00%

57.1
5000 85.1
A A BRRRER AR
126.2 8.40 8.60 8.80 9.00
105.1
oW‘3‘71“m“_u”mwm‘mH‘““““‘155‘1‘”‘,”‘ m/z 43.10  70.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
5000 LB L B L BRI LA B
0.0 850 8.40 8.60 8.80 9.00
m/z 41.10 59.33%
127.0
O\‘\‘\\\‘\\\ ‘\‘\“‘\‘w\\f”‘\\\\‘\‘\\\‘\\]-\\'5\6](\)\\\’\\\
miz--> 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
A an i
8.40 8.60 8.80 9.00
5000 m/z 71.10 57.15%
85.0
29.0 155.0
0 J ‘ Il | 113.0 | 184.0
“H““H e e e
m/z--> 60 80 100 120 140 160 180
Abundance #33097: Nonane, 3,7-dimethyl- R e R RRRENES SR
57.0 8.40 8.60 8.80 9.00
m/z 56.10 38.61%
5000
290 85.0
‘ 127.0
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzene, 1-methyl-4-propyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.728 13.41 ng/ul 5081490 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
3 2-Tolyloxirane 134 C9H100 002783-26-8 91
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 91
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
Abundance Scan 960 (8.728 min): BG062798.D\data.ms (-958) (-) m/z 105.10 100.00%
105.1
5000 ﬁ
134.1
511 77‘-1 8.40 8.60 8.80 9.00
bkl b L A702 2070y 934 05 20.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.40 8.60 8.80 9.00
134.0 m/z 77.10 13.86%
77.0
0 \\\‘2\7‘\.9\“\5\]‘_\‘\0“\‘\\\M‘\\‘i\‘h‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0
R AammaaeESE LA
8.40 8.60 8.80 9.00
5000 m/z 91.10 10.53%
77.0 134.0
51.0 ‘ ‘
0 bttt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17529: 2-Tolyloxirane
105.0 8.40 8.60 8.80 9.00
m/z 79.10 10.19%
5000
134.0
510 77.0
0 H“2‘7{9“_Mf“um““W‘H“l“u‘_Hu_‘wuwuuww AR SRS S S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 22 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
8.881 11.85 ng/ul 4490620 1,4-Dichlorobenzene-d4 7.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1loH14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
Abundance Scan 986 (8.881 min): BG062798.D\data.ms (-980) (-) m/z 119.10 100.00%
119.1
5000
91.1
511 ‘ ‘ l@ 8.60 8.80 9.00 9.20
Ob oo 738 Ll I 18711560 yp 134 05 30.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
91.0 m/z 91.10  22.70%
39.0 650 ‘
O\1\5\(‘)\‘\\\"‘\\‘\\“\‘\\\“\\}‘\“H“\\Hl\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 105.10 15.32%
91.0
39.0 65 0 ‘ ‘
ol 280 0wl L
miz-> 20 40 60 80 100 120 140 160 N
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- SRR “JM‘ R
119.0 8.60 8.80 9.00 9.20
m/z 77.10 11.21%
5000
91.0
39.0 650 ‘
T e AT R AR [ P A8 VAd WAL B AV
m/z--> 200 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\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
8.928 17.73 ng/ul 6721870  1,4-Dichlorobenzene-d4 7.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 994 (8.928 min): BG062798.D\data.ms (-989) (-) m/z 119.10 100.00%
119.1
5000
91.1
39.1 651 ‘ 8.60 8.80 9.00 9.20
O bbb e L L ABLLATLL o 134 05 24.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
91.0 m/z 91.10  20.54%
39.0 65.0 ‘ ‘
O\\1\5\.(‘)\‘}\\“‘\\‘\\‘\\\\‘H‘\\\\‘M l\\\\’\\\\’\\\\
miz--> 20 40 60 100 120 140 160
Abundance #16996.0—Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 77.10 11.06%
91.0
150 390 450 | ‘
Y R P R PR T| N
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene  RERAR RS S
119.0 8.60 8.80 9.00 9.20
m/z 120.10 10.32%
5000
91.0
41.0 65.0 ‘
) S S PR R S N
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\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Carbonic acid, prop-1-en-2-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.186 101.64 ng/ul 38528200 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
3 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 59
4 2-Bromononane 206 CSH19Br 002216-35-5 53
5 Decane 142 C1eH22 000124-18-5 53

Abundance Scan 1038 (9.186 min): BG062798.D\data.ms (-1021) (-) m/z 57.15 100.00%

57.1
- Jm
ST
{ 156.2 8.80 9.00 9.20 9.40 9.60
ol Ably, 22222209 3589 240 m/z 43.15  96.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 BEEEEEEEEE R R
8.80 9.00 9.20 9.40 9.60
m/z 41.15 71.85%
0 \\J‘f‘\“ I"Ip?5.0182-0”’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
R EmanEEE
8.80 9.00 9.20 9.40 9.60
5000 m/z 71.15 58.39%
L 141.0
o-—+t+-Htr--r—rr
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59054: Undecane, 4,7-dimethyl- REEREEEEESE
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.15 34.23%
5000
0 L)L 12701840
R R e R ma s P T
m/z--> 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.280 29.06 ng/ul 11014300 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 42
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 38
3 2-Methylindan-2-o0l 148 C10H120 033223-84-6 30
4 3-Buten-2-o0l, 4-phenyl-, (E)- 148 C10H120 1000163-70-9 25
5 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 22

Abundance Scan 1054 (9.280 min): BG062798.D\data.ms (-1044) (-) m/z 57.10 100.00%

57.1
105.1
5000
148.1
71 R ARaRaREEEE
2 i d 5.1 9.00 9.20 9.40 9.60
0 LAl L B2 L1692 s 10 77, 30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26208: 4-Methylphenyl acetone
105.0
5000 43.0
9.00 9.20 9.40 9.60
77.0 148.0 m/z 41.10 61.20%
15.0 | ‘ \‘H L1 H
0\\\\‘\\\\‘\\ \‘\\\\’\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\
m/z--> 20 40 100 120 140 160
Abundance #26402: Benzene, lrneﬂwk4(21neﬂwuwopyb
105.0
R RARmmEaE T
9.00 9.20 9.40 9.60
5000 m/z 43.10 54.06%
148.0
27.0 77.0
A T
o\mw S N
m/z--> 20 60 80 100 120 140 160
Abundance #26188: 2-Methylindan-2-ol R Rmamaa e
43.0 105.0 9.00 9.20 9.40 9.60
m/z 55.10 40.26%
5000 148.0
7.0 ‘ 129.0
0“‘“““‘“M‘““JW‘““Wu‘\“wﬂ“‘J“““‘ R R e A
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 29 (DEL) Alkane: Cyclic9.856 Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
9.856 3.61 ng/ul 8195450  Naphthalene-d8 10.714

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(1,1-dimethylethy... 154 C11H22 075736-66-2 47
2 Thiepane, 1,1-dioxide 148 C6H1202S 006251-33-8 47
3 2-Ethylthiolane, S,S-dioxide 148 C6H1202S 010178-59-3 43
4 1-Decene, 2-methyl- 154 C11H22 013151-27-4 38
5 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 35

Abundance Scan 1152 (9.856 min): BG062798.D\data.ms (-1147) (-) m/z 56.10 100.00%
56.1

5000

=

97.1
133.1
T T
9.50 10.00

7.4\ ‘ 54.2
037\Mﬁ,]*185'1 m/z 55.10  67.59%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31479: Cyclohexane, 1-(1,1-dimethylethyl)-4-methyl-

3

56.0
5000 “ ——
29.0 96.0 9.50 10.00
m/z 41.10 52.16%
| “ 7.H 139.0
O‘\}\\i\\‘\ \\H‘W\‘\‘\"H‘\\‘HH“H\‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26555: Thiepane, 1,1-dioxide
55.0
— —
9.50 10.00
5000 m/z 97.10 35.21%
83.0
28.0 148.0
I 120.0 '
Ot V\\H“‘MU\\“‘1\\\’\\\\i\\‘\\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26560: 2-Ethylthiolane, S,S-dioxide —

T ‘
56.0 9.50 10.00
m/z 83.10 32.58%

83.0
5000

=

0 1 121.0 148'0
L L B B e B L B B — —
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
10.003 3.85 ng/ul 8734640  Naphthalene-d8 10.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 64
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
4 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 53
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 52
Abundance Scan 1177 (10.003 min): BG062798.D\data.ms (-1168) (- | m/z 57.10 100.00%
57.1
85.1 R
H ‘ 112.1 146.1 10.00
ob 30k bl 1461 1702 1992 4, 43,19 59.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22078: Nonane, 2-methyl-
43.0
5000 ——
710 10.00
m/z 41.10 40.55%
98.0
O?‘3\.&\\“\\\‘!“\\“\\‘\‘\\\“’\\\\]‘-2\?.\()\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45495: Undecane, 5-methyl-
43.0
R 1
10.00
5000 71.0 m/z 71.10 37.58%
112.0
0 e A00 1700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59103: Decane, 6-ethyl-2-methyl- T
57.0 10.00
m/z 56.10 17.80%
5000
85.0
O e300 J
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
10.150 3.69 ng/ul 8378390  Naphthalene-d8 10.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 78
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Heptadecane 240 C17H36 000629-78-7 59

Abundance Scan 1202 (10.150 min): BG062798.D\data.ms (-1193) (- | m/z 43.10 100.00%
3.1

43.
5000 71.1

T
10.00 10.50

L Il 991 1262 1555 1895

0 m/z 57.10  79.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45492: Undecane, 2-methyl-
43.0
5000 — —
710 10.00 10.50

m/z 41.10 50.79%

T G
Ow\l\\i}H“\“\\HM‘w\\\”“\\\‘\‘\”\\\‘\H‘\‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59038: Dodecane, 2-methyl-

43.0

—
10.00 10.50
5000 71.0 m/z 71.10  45.59%

99.0 141.0

240 | L %0 MO s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

#59031: Nonane, 5-butyl- T
430 419 10.00 10.50

m/z 85.10  33.24%

) 1 /\/\/\jKAJ\/\JJJRVJx
R 1550 184.0

L < —
miz--> 20 40 60 80 100 120 140 160 180 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
11.231 4.90 ng/ul 11120900 Naphthalene-d8 10.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
2 1,1-Dimethylpropyl 2-ethylhexanoate 214 C13H2602 1000099-99-2 50
3 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 47
4 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 47
5 Decane, 4-methyl- 156 C11H24 002847-72-5 45

Abundance Scan 1386 (11.231 min): BG062798.D\data.ms (-1376) (- | m/z 43.10 100.00%

43.1
71.1
5000

e —

HL ‘ 112.1 11.00 11.50

ob el il e L 1851179 2066y 7110 64.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22070: Octane, 3-ethyl-
43.0
71.0
5000 e A~

11.00 11.50

m/z 57.10  33.98%

‘ 112.0

‘\w‘Jm‘JM‘w“\“H‘\HJ‘M‘}ﬁ%Q‘!H“M“w“H

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

Abundance #92151: 1,1-Dimethylpropyl 2-ethylhexanoate
71.0

5000 43.0 m/z 41.10 33.33%

‘ 99.0 127.0
WHw“‘mw“‘lu_M‘WH_‘m_m,uu,uu,uu
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester —
71.0 11.00 11.50

m/z 55.10  27.06%

43.0
5000
112.0
I N
Il | I I

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
11.754 5.11 ng/ul 11605500 Naphthalene-d8 10.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
2 3-Octen-2-0l 128 C8H160 076649-14-4 52
3 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 52
4 2,4-Pentanedione, 3-butyl- 156 C9H1602 001540-36-9 50
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 47

Abundance Scan 1475 (11.754 min): BG062798.D\data.ms (-1468) (- | m/z 43.10 100.00%

43.1
5000
99.1

ob bbbl Ly 2852 4280 7110 87.99%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0
5000 j '

T
11.50 12.00
m/z 57.10 71.04%

\‘ \ 113.0
O\H\h“\ L B B
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #14288: 3-Octen-2-ol
71.0

1
11.50 12.00

5000 m/z 41.10 49,53%
5.
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8528: Cyclohexanol, 1-methyl- — —
71.0 11.50 12.00

m/z 99.10  29.33%

5000 /\AJLA
of59 | ‘h‘\ Ll

s
m/z--> 0 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
12.159 7.87 ng/ul 17867700  Naphthalene-d8 10.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane 184 C13H28 000629-50-5 87
3 Tridecane 184 C13H28 000629-50-5 81
4 Tetradecane 198 C14H30 000629-59-4 80
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1544 (12.159 min): BG062798.D\data.ms (-1534) (- | m/z 57.15 100.00%

57.1
5000
85.1

T
12.00 12.50

1111 1412 184.2207.0

0 b et el e e e m/z 43.15 95.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 [ — I —
12.00 12.50
29.0 m/z 41.10 63.24%
L Ll 120 o 1840
O\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
— —
12.00 12.50
5000 ITI/Z 71.10 53.89%
85.0
29.0
| ‘ L 1130 1410 1840
O Lt b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane = =
57.0 12.00 12.50
m/z 55.10 33.10%
5000
29.0 85.0
H“H"_"W"H“H“H“_“W“H“H“H“_“‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 42 (DEL) Alkane: Cyclic12.794 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
12.794 16.18 ng/ul 4768820  Acenaphthene-di10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 46
2 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 45
3 Cyclohexane, 1,1,2,3-tetramethyl- 140 C1eH20 006783-92-2 45
4 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 43
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 38
Abundance Scan 1652 (12.794 min): BG062798.D\data.ms (-1644) (- | m/z 57.10 100.00%
57.1
1111
5000
85.1 159.1
P e
“ 12.50 13.00
Ol 85121512431 /7 55.10  94.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 — —
12.50 13.00
m/z 41.10 86.88%
O]\-:S\.RM\\ \\‘\‘“\“\‘\\H‘}\\\‘\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20692: 3-Octene, 2,6-dimethyl-
55.0
P e
12.50 13.00
m/z 111.10 78.75%
5000 29.0
83.0
‘ | ‘ 1110 1400
YN ) i A ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl- e —
69.0 12.50 13.00
41.0
m/z 69.10 77.31%
5000
125.0
o0
o! ————— —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 43 1-Iodo-2-methylundecane Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
12.947 15.35 ng/ul 4523300  Acenaphthene-di10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 78
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64
Abundance Scan 1678 (12.947 min): BG062798.D\data.ms (-1674) (- | m/z 43.10 100.00%
43.1
5000
85.1
——
13.00
155.2
ob— ‘e‘w“ L L ;?ﬁ 1981 2570 m/z 57.10 91.37%
miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
5000 UL
13.00
m/z 41.10 51.72%
99.0
Ot “\ ‘\“ T I ‘h‘ \h\ “‘ i “1\6?(\) T 2’1\1\0\ L —— \2\96“
m/z--> 50 100 150 200 250
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
—
13.00
5000 m/z 71.10 45.05%
b ‘ ‘99.0 155.0
2 N 0 W N
m/iz--> 50 100 150 200 250
Abundance #59048: Dodecane, 2-methyl- ——
57.0 13.00
m/z 55.10  33.95%
5000
99.0 141.0
N R T I o
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 44 unknown-02 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
13.305 13.06 ng/ul 3847550  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 47
2 Propanoic acid, 2-methyl-, hepty... 186 C11H2202 002349-13-5 38
3 Undecyl butyrate 242 C15H3002 1000428-74-4 38
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 37
5 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 32
Abundance Scan 1739 (13.305 min): BG062798.D\data.ms (-1734) (- | m/z 56.10 100.00%
56.1
o MMAJ
1300 1350
8.1 1431 ‘ : :
ol ML TP 485 2200 3400 n 43,10 68.15%
miz-> 50 100 150 200 250 300
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 — -
13.00 13.50
29.0 m/z 89.10 61.43%
miz--> 50 100 150 200 250 300
Abundance #60835: Propanoic acid, 2-methyl-, heptyl ester
1
43.0 89.0
= 2
13.00 13.50
5000 m/z 71.10 57.33%
S
miz--> 50 100 150 200 250 300
Abundance #126190: Undecyl butyrate — —
43.0 13.00 13.50
89.0 m/Z 41.10 31.68%
5000
LU e
I Y 1 o ps iy
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 45 Propanoic acid, 2-methyl-, ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.522  25.72 ng/ul 7578080  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 59
2 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 59
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 59
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
Abundance Scan 1776 (13.522 min): BG062798.D\data.ms (-1771) (- | m/z 71.10 100.00%
71.1
43.1
5000
N
FS.l 161.1 13.50
Obrrrrrl Ly 1840 1 193.22200 257.C L. 4310 73.73%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #24238: Propanoic acid, 2-methyl-, butyl ester
43.0 71.0
5000 — :
13.50
m/z 56.10 66.45%
‘ I Ly foro
O\H‘\‘\‘\\H\H‘H}\‘\}‘H“H\\‘\\H‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #24239: Propanoic acid, 2-methyl-, butyl ester
43.0 71.0
N
13.50
5000 m/z 41.10 39.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24296: Propanoic acid, 2-methyl-, 2-methylpropyl ester —
43,0 71.0 13.50
m/z 69.10 33.96%
- MMJWW
01.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 46 unknown-03 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.605 20.36 ng/ul 5999760  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 47
2 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 38
3 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 38
4 Cyclopentane, (2-methylbutylidene)- 138 C10H18 053366-54-4 38
5 Metacetamol 151 C8HO9NO2 000621-42-1 35

Abundance Scan 1790 (13.605 min): BG062798.D\data.ms (-1783) (- | m/z 109.10 100.00%

109.1
82.1
5000 411

iy o
1381 1200 13.50 14.00

) 2052 2432 .o gy 10 66.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6233: 2,3-Pyridinediamine
109.0

5000 &= =
820 13.50 14.00

55.0 m/z 41.10 43.31%

28.0 ‘
H‘M‘Hw“JM”H‘M‘H\HMW‘H‘M‘H\H‘W‘H‘M‘H\H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20209: 2,4-Heptadienal, 2,4-dimethyl-
109.0

T
13.50 14.00

o

5000 m/z 55.10 40.77%
#0670 138.0
04—?9\‘\““\”\‘\“ \‘\‘\\H“\\‘\h“\‘\‘u“‘HH‘|HH‘HH‘HH‘HH‘HH‘\H
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6245: Pyridine-2,4-diamine T T
109.0 13.50 14.00

m/z 83.10  37.24%

5000
82.0
28.0 54.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 47 Naphthalene, 2,6-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.734  20.70 ng/ul 6098290  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 90
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 90
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90

Abundance Scan 1812 (13.734 min): BG062798.D\data.ms (-1805) (- m/z 156.10 100.00%

156.1
5000 109.1
72.1

— %
13.50 14.00

199.1
o3 L2 B 321 g 141,05 72.96%
miz--> 50 100 150 200 250 300
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
13.50 14.00

m/z 109.10  45.75%

77.0 115.0
T ?9‘& ‘\‘h M“‘\ th T \“\ ““\ U “H“\ L B I B B B B
m/z--> 50 100 150 200 250 300
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0

7 T
13.50 14.00

o

5000 m/z 155.10 34.59%
115.0
39.0 76.0 ‘
B i O D U I
miz--> 50 100 150 200 250 300
Abundance #33163: Naphthalene, 1,6-dimethyl- = —
156.0 13.50 14.00

m/z 98.10 30.55%

5000
770 115.0
90 1% L1y}

‘ T
m/z--> 50 100 150 200 250 300 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 48 Butanoic acid, butyl ester Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.822  23.09 ng/ul 6804010  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 58
2 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 43
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 40
4 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 38
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 37
Abundance Scan 1827 (13.822 min): BG062798.D\data.ms (-1821) (- | m/z 56.10 100.00%
56.1
89.1
5000
1350 1400
143.1 1731 : :
Ol “‘ Al MBI 121991 2270wy 71,10 63.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24133: Butanoic acid, butyl ester
71.0
43.0
5000 — ——
13.50 14.00
m/z 89.10  58.55%
H ‘ 101.0
O ]\_\5\.‘()\}\\‘1‘}‘\\‘\l‘\\l‘\‘\1‘\\“\\\}‘\\\174‘.\4.\-\0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24237: Propanoic acid, 2-methyl-, butyl ester
2
43.0 71.0
— s
13.50 14.00
5000 m/z 43.10 55.71%
RECT)
e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94128: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex — —
71.0 13.50 14.00
m/z 41.10 29.92%
43.0
5000
0 H““99‘.0 14:‘30 1740
1 b e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 49 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.881 26.01 ng/ul 7665260  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
Abundance Scan 1837 (13.881 min): BG062798 D\data.ms (-1831) (- | m/z 156.10 100.00%
156.
5000
128.1
‘ 84.1 ‘ 13.50 14.00
Olrrrrreelb A b o m A M‘ A8512151 2570 /7 141.05  94.49%
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000 L LA
13.50 14.00
m/z 155.10  30.79%
30, 76.0 115.0
OJ\-\ZH‘\H\‘HH“HHHU“HH‘\H‘\‘\‘!‘H“‘H ‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
- —
13.50 14.00
5000 m/z 128.05 26.84%
77.0
115.0
0brr 20 b el e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33159: Naphthalene, 1,3-dimethyl- — —r—
156.0 13.50 14.00
m/z 115.10  25.66%
5000
115.0
A o VS 1 1 S— B
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.039 24.82 ng/ul 7312680  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 80
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 72
3 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64
4 Hexanamide, N-methallyl- 169 C1OH19NO 1000340-14-0 52
5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 1864 (14.039 min): BG062798.D\data.ms (-1856) (- | m/z 43.10 100.00%
43.7]
5000
5.1
T \
159.1 14.00
oL L |1 I 21122570 3408 401 ., 5710 93.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 —— ‘
14.00
m/z 71.10 84.95%
112.0
O T \‘ "\ \“\‘\ T ‘ \%8\“3\.0’\22\6\.\0‘ LU ‘ L ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #45501: Decane, 3,7-dimethyl-
43.0
T \
14.00
5000 m/z 41.10 47.44%
5.0
127.0
oLl P00,
m/z--> 50 100 150 200 250 300 350 400
Abundance #59106: Nonane, 4-methyl-5-propyl- T ‘
57.0 14.00
m/z 55.10  38.45%
5000
112.0
ol Ll Ll ) 1840 .
m/z--> 50 100 150 200 250 300 350 400 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
BG062798.D

: 13 Sep 2024 21:36
JU/RC
. P3898-20

11

Quant Method
Quant Title

TIC Libra

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
14.075 15.73 ng/ul 4636180  Acenaphthene-di10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 43
2 Pentadecafluorooctanoic acid, un... 566 C19H21F1502 1000406-92-6 38
3 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 38
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 35
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 35
Abundance Scan 1870 (14.075 min): BG062798.D\data.ms (-1868) (- | m/z 57.10 100.00%
57.1
w0 M/J\J
14.00 |
9.1 190.1 :
] ‘J“‘“M%mmm?ﬁﬁlww_Mwwww,m m/z 43.10  68.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
5000 —— ‘
14.00
m/z 41.10 42.85%
141.0
0 ‘\\J‘\‘\J\\‘\l‘\l\\}\‘\‘\\\‘\\\\’\\\\‘H\\‘\H\‘\\H‘\\\\‘\\\\’\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #344869: Pentadecafluorooctanoic acid, undec-2-en-1-yl
57.0
T 7
14.00
5000 m/z 85.10 31.58%
24.0
0 LU l | 21902810 369.0 4670 566,
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90197: Tetradecane, 2-methyl- T
57.0 14.00
m/z 83.10 19.13%
5000
169.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 52 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.180  31.83 ng/ul 9379490  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-diethylamino-3-methyl-b... 185 C10H19NO2 075122-81-5 46
21,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 42
3 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 38
4 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 38
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 38

Abundance Scan 1888 (14.180 min): BG062798.D\data.ms (-1884) (- | m/z 185.10 100.00%

186.1
128.1
5000 721
157 1

14.00 14.50
H“HH“‘HU“ ‘\‘MH‘MM\ m“ ‘u‘ - \H\ \\‘M m ‘HH\‘\M%‘Z?}HH%Z%E m/z 170.10 78.75%

L
m/z--> 20 40 60 80 100 120 140 160 180200220240260
Abundance #59776: Methyl 2-diethylamino-3-methyl-but-2-enoate
170.0
126.0
87.0

5000 —— ),
41.0 14.00 14.50

m/z 128.05 53.07%
M‘H\ um\ T ‘ ‘

| |
T HH‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene
185.0

—
14.00 14.50

o

o

5000 m/z 72.10 48.36%
143.0
o b
O bbb bbb e e
mlz--> 20 40 60 80 100120140160180200220240260
Abundance #59924: 4'-(1-Pyrroyl)acetophenone T T
185.0 14.00 14.50

m/z 98.10 43.62%

5000 142.0
4 85.0 :£
?’\ 9 i 113.0 ‘ ‘ ‘ . / . .

O e e e e e e ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.474  82.56 ng/ul 24327100  Acenaphthene-di1e 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 78
2 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 72
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 64
4 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 64
5 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 64
Abundance Scan 1938 (14.474 min): BG062798.D\data.ms (-1930) (- | m/z 57.15 100.00%
57.1
" /\/\M,\//tw
85.2 Sl
| H “ 113.2 14.50
Obrreprrralbo b ek 155:2 2122240727151 21 15 ge. 10
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 T
14.50
85.0 )
m/z 43.15 77 .24%
29.0 1130 /
| h‘ 155.0,
OH\‘\‘H\“\H\‘HH\“W‘WH“HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43531: 1-Decene, 3,4-dimethyl-
57.0
——
14.50
5000 m/z 41.10 60.99%
29.0
112.0
A O e ¢
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126390: Octane, 1,1'-oxybis- e
57.0 14.50
m/z 55.10 34.37%
5000
29.0
‘ ‘ ‘ 111.0
Obrreyebertiecbr bbb 4304730 S
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 54 1H-Indole, 4-(3-methyl-2-bu... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.703 41.93 ng/ul 12355200  Acenaphthene-di1e 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 4-(3-methyl-2-butenyl)- 185 C13H15N 032962-25-7 80
2 Cyclopropane, 1-methoxy-2,2-dime... 200 C14H160 1000271-83-0 55
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 46
4 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 46
51,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 46

Abundance Scan 1977 (14.703 min): BG062798.D\data.ms (-1971) (- | m/z 185.10 100.00%

185.1
5000
155.1

12
1450 15.00
391 771 m .
‘ h‘ “M“w“H‘MH%??-‘}W‘ZP;; m/z 170.10  73.35%

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #60014: 1H-Indole, 4-(3-methyl-2-butenyl)-
170.0

o

5000 130.0
44.0 14 50 15 00
m/z 200.10 35.70%
O \‘\“\\‘H\‘\‘\‘Ul‘\“\H\‘\‘H‘w‘\‘”\m\“‘\ “‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76082: Cyclopropane, 1-methoxy-2,2-dimethyl-3-(2-phe
185.0
(e i~
14.50 15.00
5000 115.0 m/z 155.10  23.33%
43.0
14f .0
0 _"‘MW‘umwww‘uJu m”l‘u‘”‘w“wlh““w“”‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #45527: 4,6,8-Trimethylazulene
170.0 14 50 15 00

m/z 186.10  17.47%

5000
128.0
\39‘0\ \770 ‘H 1hy \H‘ H‘

P—p——t
m/z--> 20 40 60 80 100120140160 180200 220 240 260 14 50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 55 Naphthalene, 1,6,7-trimethyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
15.032 12.68 ng/ul 3735100  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94

Abundance Scan 2033 (15.032 min): BG062798.D\data.ms (-2025) (- | m/z 170.10 100.00%
170.1
5000
128.1
15.00
63.1 ‘ 218.1
ol 301 102 | Lk “MV " i 2048 m/z 155.10  88.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 2 :
15.00
m/z 153.00 22.88%
0' M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
T
15.00
5000 m/z 169.10 21.14%
128.0
0,\uwéﬁﬂwmﬁm?\_uhwWﬂhw P ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45533: Naphthalene, 1,6,7-trimethyl- = ‘
170.0 15.00
m/z 152.05 17.65%
) M
0 39.0 76HQ 102'0\12?.0‘\ | HH
[ e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 56 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
15.073 10.40 ng/ul 3064670  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 87
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
Abundance Scan 2040 (15.073 min): BG062798.D\data.ms (-2037) (- | m/z 57.10 100.00%
57.1
o WWJ\A
T \
9.1  161.0 2112 15.00
ot A 12122540 7 43.10 96.77%
miz--> 50 100 150 200 250 300 350
Abundance #107225: Tetradecane, 4-ethyl-
43.0
5000 85.0 T T
15.00
m/z 71.10 63.48%
| ‘1270 197.0
O\\\“‘ “\‘\“\\‘\\“\\\“\“‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
T \
15.00
5000 m/z 41.10 45 ,38%
9.0 169.0
oSO Ll T aeo
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 15.00
m/z 85.10 38.85%
h M
ol L I F ‘3}410183022502670 3230 380,
“““ I A —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36

Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.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 57 Naphthalene, 2,3,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.326  49.79 ng/ul 14672000  Acenaphthene-di1e 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
2 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 83
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 55
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 50
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50

Abundance Scan 2083 (15.326 min): BG062798.D\data.ms (-2077) (- | m/z 185.10 100.00%

185.1
5000
155.1
— —
411 831 1281 | | 15.00 15.50
0 _ﬂu‘uuﬁu?%%?w%ﬁi?‘ m/z 170.10  91.35%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
5000
15.00 15.50
m/z 200.16  35.56%
a0 850 1280 | |
O‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py
185.0

— —
15.00 15.50
5000 m/z 155.10  30.66%

92.0

-

ol 50,550, s 1o | |
‘HH‘\H\’HH’HH’\H‘\“HHH‘H\H‘\H‘\H\‘\H\‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45526: 4,6,8-Trimethylazulene
170.0 15.00 15.50
m/z 171.10 16.66%
5000

0390,76,",%4 NS U

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36

Operator JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 58 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.414  51.29 ng/ul 15114200  Acenaphthene-di1e 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Hexadecane 226 Cl6H34 000544-76-3 89

5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86

Abundance Scan 2098 (15.414 min): BG062798.D\data.ms (-2089) (- | m/z 57.15 100.00%
57.1

5000

F

85.2
15.50
113.1
Obprrrlboh b 7 1451 205.1233.1261.1 m/z 43.15  90.41%
m/z—-> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #107217: Hexadecane
57.0
5000 ——
85.0 15.50
29.0 m/z 71.1@ 59.94%
DUl meomomse 2o
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\

m/z--> 20 40 60 80 100120140160180 200220240260

+

Abundance #123961: Heptadecane
57.0
15.50
5000 m/z 41.10 55.47%
85.0
29.0
ol HEouiows0 2o
el el e e
m/z--> 20 40 60 80 100120140160180200 220240260
——

Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0 15.50
m/z 85.15 39.77%
5000 85.0
H 140.0 182.0
0 _H‘_H‘_Mmﬂuuw‘uw‘uwuu‘uuﬁuu,u‘WH‘WH‘W‘HW‘ —
m/z--> 20 40 60 80 100120140160180200220240260 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 59 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
15.808 13.28 ng/ul 3914160  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 38
2 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 27
3 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 22
4 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 22
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 18
Abundance Scan 2165 (15.808 min): BG062798.D\data.ms (-2162) (- | m/z 57.10 100.00%
57.1
. AJ\L\NA//\ﬂﬂJk,A,/\
‘ 1 169 1 ‘ T T ‘ T
113.1 ‘ A 15.50 16.00
141.
o‘_‘H_‘H_Hh_m‘_uw‘wu‘uwuﬂqum‘MHJHH_?ﬁﬂ?H_ m/z 43.10 41.63%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
5000 — —
15.50 16.00
m/z 41.10 27.35%
29.0 85.0
0 \‘HH‘\‘\‘H“‘\H"H‘H\\‘\‘H\“’\\\:!-’2\\7\\()’\]-\5\\6’9\\‘HH‘HH‘HH‘HH‘\
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #90201: Tridecane, 2,5-dimethyl-
57.0
— —
15.50 16.00
5000 m/z 169.10 19.66%
85.0
29.0
L ‘\‘ | M80560 01070
B e AR aaRmaaawanssasanse
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #90197: Tetradecane, 2-methyl- o —
57.0 15.50 16.00
m/z 55.10 18.08%
5000
85.0
280 113.0 169.0
0 L B0 | oo
‘_HWH‘wuuw‘mwuw‘uwuufuuwuw‘HWHH‘HHMH‘_ P e
m/z--> 0 20 40 60 80 100120140160180200220240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
15.902 12.08 ng/ul 3560130  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 46
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 38
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 38
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 35
5 Eicosane 282 C20H42 000112-95-8 35
Abundance Scan 2181 (15.902 min): BG062798.D\data.ms (-2177) (- | m/z 43.10 100.00%
43.1
163.1
5000 a5 1 218.1
— —
129.1 “ 15.50 16.00
y— M iyt ). 25812095 00 g1 99 83.72%
miz--> 50 100 150 200 250 300
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 = —
15.50 16.00
m/z 57.10 73.81%
99.0 169.0
01\4..\()“\ “ ‘h T ““ \“‘\ ““ \‘H T M\ T ‘ T ‘\ .\ T 2‘1\2.\0\ T ‘ L L ‘ LI
miz-> 50 100 150 200 250 300
Abundance #90196: Tetradecane, 4-methyl-
43.0
— —
15.50 16.00
m/z 163.10 69.64%
5000 85.0
270 169.0
ol L B0 | a0
m/iz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- — —
57.0 15.50 16.00
m/z 41.10 53.35%
5000
99.0 1550
SIS 1 1l Y (N Bomiche
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 61 unknown-@5 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.178  23.26 ng/ul 6385310  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylidenehydrazono-3-methyl-... 225 C9H8CIN3S 1000147-91-5 46
2 2-Methylidenehydrazono-3-methyl-... 225 C9H8CIN3S 1000147-91-6 46
3 2-Methylidene-hydrazono-3-methyl... 225 C9H8CIN3S 1000147-91-3 43
4 Naphthalene, 2,6-bis(1,1-dimethy... 240 C18H24 003905-64-4 43
5 6,7-Dihydro-2-isopropylamino-8-m... 225 C9H15N502 1000101-98-2 41

Abundance Scan 2228 (16.178 min): BG062798.D\data.ms (-2223) (- | m/z 225.10 100.00%

225.1
5000
711 183.
—— =
128.1 ‘ ‘ ‘ 16.00 16.50
0 Ay 1266l 4140 /7 240.10 0 39.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105987: 2-Methylidenehydrazono-3-methyl-6-chloro-2,3
225.0
5000 T T T T T T
16.00 16.50
183. m/z 197.10  36.47%
63.0 134'? ‘ ‘
O\\“\‘\\\““\\\“\“‘“\‘\“\H‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #105988: 2-Methylidenehydrazono-3-methyl-7-chloro-2,3
225.0
e -
16.00 16.50
5000 ITI/Z 71.10 36.37%
183.
630 1080 ‘ ‘
A ERTIN 1 I S
m/z--> 50 100 150 200 250 300 350 400
Abundance #105989: 2-Methylidene-hydrazono-3-methyl-5-chloro-2, P ——
225.0 16.00 16.50
m/z 183.10 34.19%
5000
183.
42.0 134? | ‘
Lo b d
0 "

‘ T
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.272  48.42 ng/ul 13291000 Phenanthrene-d1e 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tridecane 184 C13H28 000629-50-5 91
3 Tridecane 184 C13H28 000629-50-5 91
4 Nonadecane 268 C19H40 000629-92-5 86
5 Hexadecane 226 Cl16H34 000544-76-3 83

Abundance Scan 2244 (16.272 min): BG062798.D\data.ms (-2238) (- | m/z 57.15 100.00%

57.1
5000 85.1

16.00 16.50
0 H‘_m‘i‘:H‘u‘uu‘”muw“lulfﬁﬁlulwth‘?ﬁ‘l‘%l‘?‘ 124022710 m/z 43.15  88.35%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane AKAAA/«J\ﬂt\fJﬂJ\Af
57.0
85.0
5000 e ——

16.00 16.50
m/z 71.10 59.55%

290
113.0
||| | 141016001970 240.0
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59028: Tridecane
57.0

T T
16.00 16.50

o

5000 85.0 m/z 41.10 53.17%
29.0
L ‘ || 301410 1840
0“wu‘wm"HJWM‘WH‘WM‘W‘HW‘HW‘HW‘Hw‘uw‘uw‘uw
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59026: Tridecane T —
57.0 16.00 16.50

m/z 85.10  38.51%

5000
00 850

oH‘_WWWw_‘:u_m‘WW‘MWWWWW —

‘ T
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36

Operator JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 63 unknown-06 Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
16.607 10.93 ng/ul 2999750  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uipHh wWN R
A Zuu~

3-Isopropyl-5-methylamino-2,4,6...
,5-Dimethyl-5-sila-5H,10,11-dih..
-Chloro-N-(trimethylsilyl)-1,3-...
aphthalene, 2,7-bis(1,1-dimethy...
- (Dimethylamino)thiophenol, S-t...

225 C14H15N3

240 C18H24

. 240 C14H16N2Si
240 C10H13CIN20Si

225 C11H19NSSi

014204-00-3 38
089052-49-3 38
1010408-23-0 35
010275-58-8 35
065257-43-4 27

Abundance Scan 2301 (16.607 min): BG062798.D\data.ms (-2298) (-

m/z 225.10 100.00%

=

16.50 17.00

5000

225.1
5000 170.1
71.1
128.1 ‘
ol. ‘aewwb“\w‘m e w\m 1oL 2838 304
miz--> 50 100 150 200 250 300
Abundance #105559: (3-Isopropyl-5-methylamino-2,4,6-cycloheptatri
225.0
5000
120.0 157.0 ‘
O+ \4% (‘)‘\7\7\0\ f \“”‘1‘ ‘M““”m“mh\ ‘th]?@\]w‘o\‘ \“\ L L I
miz--> 50 100 150 200 250 300
Abundance #123370: 5,5-Dimethyl-5-sila-5H,10,11-dihydrobenzo[b]p
225.0
5000 181.0
570 105.0 146. o‘ ‘ ‘ |
o I b
miz--> 50 100 150 200 250 300
Abundance #122701: 5-Chloro-N- Onnnnhybnyb 1,3-benzoxazol-2-am

m/z 240.10  47.38%

? .

16.50 17.00

m/z 170.10  41.37%

?

16.50 17.00

m/z 183.10  37.80%

?

o

m/z-->

25.0 16.50 17.00

73.0 m/z 169.10 31.38%

120 \A«ALJﬁkaﬁ\/vk///qf

‘?9 WAWMMH\TM\H‘“ W\M fw‘\‘ﬂ e — ——
50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36

Operator JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.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 64 2-Amino-5-isopropyl-8-methy... Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
17.600 20.00 ng/ul 5489380  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Amino-5-isopropyl-8-methyl-1-a... 224 C15H16N2 093946-48-6 86
2 7-Methyl-6,8-bis(methylthio)pyrr... 224 C1@H12N2S2 084201-40-1 52
3 Methyl 3-hydroxybenzoate, TMS de... 224 C11H1603Si 027798-50-1 52
4 Carbazole, 2,4,7-trimethyl- 209 C15H15N 078787-89-0 46
51,5,6,7-Tetramethyl-3-phenylbicy... 224 C17H20 126584-00-7 43

Abundance Scan 2470 (17.600 min): BG062798.D\data.ms (-2464) (- m/z 224.10 100.00%
224.1

Abundance #103499: 7-Methyl-6,8-bis(methylthio)pyrrolo[1,2]pyrazine
224.0

5000 57.1 179.1 JL—
e —
“ ‘98'1 13 Jeot 17.50 18.00
ol “““‘H w““wh‘“ﬂq“w‘w\ i ‘M 4 L : 69 3130 m/z 209.10  78.74%
m/z--> 50 100 150 200 250 300
Abundance #104507: 2-Amino-5-isopropyl-8-methyl-1-azulenecarbon
224.0
5000 SR ~
17.50 18.00
m/z 179.10  39.80%
30 7m0 w0 19| |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300

T —
17.50 18.00

5000 m/z 57.10 39.02%
140.0
0 | wsol | )
ol L L L
miz--> 50 100 150 200 250 300
Abundance #103780: Methyl 3-hydroxybenzoate, TMS derivative —— —
209.0 17.50 18.00
m/z 43.10 37.87%
5000
89.0
‘ 149.0
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 65 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.800 34.58 ng/ul 9492230  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane 240 C17H36 000629-78-7 95
4 Heptadecane 240 C17H36 000629-78-7 95
5 Hexadecane 226 C16H34 000544-76-3 95
Abundance Scan 2504 (17.800 min): BG062798.D\data.ms (-2499) (- | m/z 57.10 100.00%
57.1
200 \vad\AfJ\/tﬂmAR/WNAﬂf
99.1 1750  18.00
" 1411 1831 2251 : :
ol d Ll [y 80T S5 TP 2680 3116, 43.15  85.16%
miz--> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0
5000 —r— —
17.50 18.00
m/z 71.10 59.92%
99.0
0 \‘ b L, 1410 1830 2400
T LI ‘ L T ‘ T T ‘ L ‘ T T T T ’ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
— —
17.50 18.00
5000 m/z 41.10 48.05%
99.0
oL L L] 1410 1830 2250 2680
e
m/iz--> 50 100 150 200 250 300
Abundance #123958: Heptadecane T —
57.0 17.50 18.00
m/z 85.10 41.57%
h Wﬂw
99.0
olso || 7 a0 wmso 200 sl
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 66 Tridecanoic acid, methyl ester Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
17.964 21.60 ng/ul 5927850  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 89
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

Abundance Scan 2532 (17.964 min): BG062798.D\data.ms (-2528) (- | m/z 74.10 100.00%
74.1
5000
143.1 227.1 T
a7lo) | 185.1 270.1306 1 344. 1800
oLl b L Ly SP300.L 344y 87,10 72.47%
miz--> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 1
18.00
m/z 43.10 45.65%
143.0
185.0
O U“”‘H\ “i‘ \‘H\ ““ T ‘\ \“ T \‘\ T \2\2§(\)| LS B
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
——
18.00
5000 m/z 41.10 36.20%
29.
BTl Mmoo e
m/iz--> 50 100 150 200 250 300
Abundance #60731: Methyl 8-methyl-nonanoate ——
74.0 18.00
m/z 55.10 35.27%
5000
143.0
29#
8 Y 7 .
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.487  23.38 ng/ul 6415770  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 95
3 Octadecane 254 C18H38 000593-45-3 93
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
5 1-Iodoundecane 282 C11H23I 004282-44-4 92

Abundance Scan 2621 (18.487 min): BG062798.D\data.ms (-2616) (- | m/z 57.10 100.00%
57.1

-

5000
99.1 18'50
To1411 . .

ob b Al [y 4117602000 | 26512001 ., 4316 81.50%
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane

57.0
5000

—
18.50
m/z 71.10 60.44%

Z5\JO

T | T h‘\ H‘ \‘“‘\ ”“ \“ T %4%‘0‘\ %8\‘3\0‘ 2\2\1\0 \25“4\0\ L
miz-> 50 100 150 200 250 300
Abundance #123961: Heptadecane

o
[¢;]
!
o
©
©
o

T
18.50

5000 m/z 85.10 41.41%
0 \‘ | “97.0“ 141.0 1830 2400
el e
m/z--> 50 100 150 200 250 300
Abundance #141058: Octadecane —
57.0 18.50
m/z 41.10 41.01%
5000
99.0
L0 0 a0 mseo
0“‘W‘MK‘W‘NN‘J‘ﬂ‘M\ e e e M —
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 68 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.116  29.29 ng/ul 8038340  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 98
2 Hexadecane 226 C1l6H34 000544-76-3 95
3 Hexadecane 226 C16H34 000544-76-3 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2728 (19.116 min): BG062798.D\data.ms (-2721) (- | m/z 57.10 100.00%
57.1
2000 M\\km
9.1 1900 1950
1411 2110 ‘ : :
I — Lo Ll 7O 2640 3161385 ., 43,10 83.46%
miz--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane
57.0
5000 —r— ——
19.00 19.50
m/z 71.10 58.57%
9.0
ool L[], 1m0mss0280
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
—— —
19.00 19.50
5000 m/z 41.10 45.24%
0 L1 %0‘141018302260 MLJLA/\/\A
—
m/z--> 50 100 150 200 250 300 350
Abundance #107217: Hexadecane T ——
57.0 19.00 19.50
m/z 85.10 39.56%
h M/Jth
o L“ L #90 141.0 1830 226.0
e P e
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 13

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
BG062798.D

Sep 2024 21:36

JU/RC
. P3898-20

11

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 69 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
20.215 23.30 ng/ul 3840190 Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 2915 (20.214 min): BG062798.D\data.ms (-2911) (- | m/z 57.10 100.00%

57.1
5000

e -
20.00 20.50
w1 21
ol “‘ | a3t bl 2631 32313642 ., 43,10 76.38%

m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0

5000 — e
20.00 20.50

m/z 71.10  58.59%
|

9.0
154.0
O T \“ h‘ \H‘\h“ \h‘\“\ T ‘h\ h 197\0\2?’\9 0\2\8\1\0‘ T 1T ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #193304: 1-lodo-2-methylundecane
57.0

T
20.00 20.50

5000 m/z 85.10 39.49%
ARERY i L. f802u0 e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ——
57.0 20.00 20.50

m/z 41.10 34.75%

gl n

oL L | 141.0183.0225.0267.0 323.0 380.(
A SR i e - e —

m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091324\

Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
20.708 17.61 ng/ul 2901600 Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2999 (20.708 min): BG062798.D\data.ms (-2995) (- | m/z 57.10 100.00%

57.1
5000

7
20.50 21.00

127.1
ob LMLFETT 2101 2700 36324232 B2 1 4310 76.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
5000 L T
20.50 21.00

m/z 71.18  60.93%
Al

| 1770 197.0 267.0  367.0
‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193304: 1-lodo-2-methylundecane
57.0

7
20.50 21.00
5000 m/z 85.10 42.52%

o

L, 1690 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane 7 —
57.0 20.50 21.00

m/z 41.10 32.62%

“ FFYO \xwﬂx»mvjtwvyjhmqf

I 197.0  296.0
O e e e P e ey e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 71 Oxalic acid, decyl 2-ethylh... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.202 44.38 ng/ul 7313450  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 80
2 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 80
3 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 52
4 Tetratetracontane 619 C44H90 007098-22-8 49
5 Hexadecane 226 C16H34 000544-76-3 49

Abundance Scan 3083 (21.202 min): BG062798.D\data.ms (-3079) (- | m/z 57.10 100.00%
57.1

5000
239.2 LT LT
’ 1%71 ‘ 21.00 21.50
obdbid e 1L 3191 alll 849 /7 43.10  72.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251110: Oxalic acid, decyl 2-ethylhexyl ester
57.0
5000 — —

21.00 21.50
m/z 71.10 59.02%

{ 185.0

”M\W)hﬁfﬂ\“‘hM‘H\‘H‘M“W‘H‘M“W‘H‘\H‘w‘

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

Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0

T T
21.00 21.50

o

5000 m/z 41.10 38.28%
ll o 2=
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181354: Oxalic acid, 2-ethylhexyl hexyl ester —— ——
57.0 21.00 21.50

m/z 70.10 36.41%

O T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\

Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 72 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
21.724  20.00 ng/ul 3296200 Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 97
2 Hexacosane 366 C26H54 000630-01-3 95
3 Nonadecane 268 C19H40 000629-92-5 95
4 Heneicosane 296 C21H44 000629-94-7 95
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 94

Abundance Scan 3172 (21.724 min): BG062798.D\data.ms (-3167) (- m/z 57.10 100.00%
1.1

5
5000

T T
21.50 22.00

113.1
169.1 . I
o AMLITA00 L | 266032313811 820 430 75.27%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #275538: Hexacosane
57.0
5000 — ——

21.50 22.00
m/z 71.10 61.13%

113.0
(LT 6002250 2060 3660
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275539: Hexacosane
57.0

T —
21.50 22.00

o

5000 m/z 85.10 44 .11%
113.0
LTI o s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane T —
57.0 21.50 22.00

m/z 41.10  28.05%

o \A/V\fvxkj\ﬂﬁ/\,mv/\

| 11801690  268.0
Mg iee0 2680 -

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 73 9-Octadecenoic acid, (E)- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
22.189 21.88 ng/ul 3605540 Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 53
2 2-Nonanol oleate 408 C27H5202 1096360-61-0 49
3 Dimethylmalonic acid, 2,5-dichlo... 528 C29H46C1204 1000363-69-5 38
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 35
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 30

Abundance Scan 3251 (22.189 min): BG062798.D\data.ms (-3245) (- | m/z 57.10 100.00%

57.1
5000

' 1121 265.1 ézbd éz‘d
. 5
o4 “M‘U“\ | I st A‘ 810135504031 /7 71.10  67.31%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 — —
22.00 22.50

m/z 55.10 60.98%

11.0
264.0
O T J e 3,0
m/z--> 50 100 150 200 250 300 350 400
Abundance #307003: 2-Nonanol oleate
55.0

—
265.0 22.00 22.50
5000 m/z 43.10 48.11%

11.0
220.0
\“ \“\‘\ L) \\Mu \”“\h ‘\“H\‘l\m‘umﬂu L fopip o] | ‘\\I i “ A 31‘0‘9 — “}?E}‘O‘ -
m/z--> 50 100 150 200 250 300 350 400

Abundance #341706: Dimethylmalonic acid, 2,5-dichlorophenyl octad —— —
71.0 22.00 22.50

m/z 41.10 40.62%

5000 367.0
162.0

26 | \h |l \h‘ \h 2310 2970 \

T T
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 74 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.306  31.58 ng/ul 52051760  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 70
2 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 64
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
4 Nonadecane 268 C19H40 000629-92-5 60
5 Pentacosane 352 (C25H52 000629-99-2 58
Abundance Scan 3271 (22.306 min): BG062798.D\data.ms (-3265) (- | m/z 57.10 100.00%
57.1
5000
171.1
P e
“ ‘112-1 267 1 22.00 22.50
ol dd kil L [ 2151 2670 3400 4022 U3 10 66.38%
miz--> 50 100 150 200 250 300 350 400
Abundance #33088: Decane, 2-methyl-
43.0
5000 — —
22.00 22.50
m/z 71.10 61.87%
‘ 113.0
0 \‘\"J\‘\‘\I\“\l\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #251110: Oxalic acid, decyl 2-ethylhexyl ester
57.0
P P
22.00 22.50
5000 m/z 171.10 34.30%
112.0
‘ } 185.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141076: Pentadecane, 2,6,10-trimethyl- = =
57.0 22.00 22.50
m/z 55.10 33.82%
113.0
oLl TP 1880590 T
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062798.D

Acqg On : 13 Sep 2024 21:36
Operator : JU/RC

Sample : P3898-20

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.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: S... 5.937 28.4 ng/ul 10774200 1 7.917 7581300 20.0
Benzene, (1-met... 6.407 9.2 ng/ul 3490370 1 7.917 7581300 20.0
(DEL) Alkane: S... 6.478 9.7 ng/ul 3675990 1 7.917 7581300 20.0
(DEL) Alkane: C... 6.560 11.3 ng/ul 4273730 1 7.917 7581300 20.0
(DEL) Alkane: S... 6.918 24.1 ng/ul 9145270 1 7.917 7581300 20.0
(DEL) Alkane: S... 6.977 18.3 ng/ul 6931680 1 7.917 7581300 20.0
Benzene, 1,2,3-... 7.012 16.6 ng/ul 6278650 1 7.917 7581300 20.0
Benzene, 1l-ethy... 7.306 14.3 ng/ul 5417710 1 7.917 7581300 20.0
2-Heptanone, 4,... 7.353 20.7 ng/ul 7852190 1 7.917 7581300 20.0
(DEL) Alkane: S... 7.576 97.5 ng/ul 36978600 1 7.917 7581300 20.0
(DEL) Alkane: S... 7.753 8.0 ng/ul 3047020 1 7.917 7581300 20.0
(DEL) Alkane: S... 7.847 8.9 ng/ul 3368250 1 7.917 7581300 20.0
1-Hexanol, 2-et... 8.011 53.0 ng/ul 20087600 1 7.917 7581300 20.0
(DEL) Alkane: S... 8.123 8.0 ng/ul 3014070 1 7.917 7581300 20.0
1,1-Hexylenedio... 8.152 14.6 ng/ul 5533710 1 7.917 7581300 20.0
Cyclohexanone, ... 8.364 20.8 ng/ul 7873070 1 7.917 7581300 20.0
(DEL) Alkane: S... 8.464 21.3 ng/ul 8061470 1 7.917 7581300 20.0
(DEL) Alkane: S... 8.522 9.4 ng/ul 3561060 1 7.917 7581300 20.0
Benzene, 1,3-di... 8.575 17.3 ng/ul 6561300 1 7.917 7581300 20.0
(DEL) Alkane: S... 8.699 21.0 ng/ul 7959450 1 7.917 7581300 20.0
Benzene, 1-meth... 8.728 13.4 ng/ul 5081490 1 7.917 7581300 20.0
Benzene, 1l-ethy... 8.881 11.9 ng/ul 4490620 1 7.917 7581300 20.0
Benzene, 1l-ethy... 8.928 17.7 ng/ul 6721870 1 7.917 7581300 20.0
Carbonic acid, 9.186 101.6 ng/ul 38528200 1 7.917 7581300 20.0
unknown-01 9.280 29.1 ng/ul 11014300 1 7.917 7581300 20.0
(DEL) Alkane: C 9.856 3.6 ng/ul 8195450 2 10.714 45431500 20.0
(DEL) Alkane: S 10.003 3.9 ng/ul 8734640 2 10.714 45431500 20.0
(DEL) Alkane: S 10.150 3.7 ng/ul 8378390 2 10.714 45431500 20.0
(DEL) Alkane: S... 11.231 4.9 ng/ul 11120900 2 10.714 45431500 20.0
(DEL) Alkane: S... 11.754 5.1 ng/ul 11605500 2 10.714 45431500 20.0
(DEL) Alkane: S 12.159 7.9 ng/ul 17867700 2 10.714 45431500 20.0
(DEL) Alkane: C... 12.794 16.2 ng/ul 4768820 3 14.551 5893380 20.0
1-Todo-2-methyl... 12.947 15.4 ng/ul 4523300 3 14.551 5893380 20.0
unknown-02 13.305 13.1 ng/ul 3847550 3 14.551 5893380 20.0
Propanoic acid,... 13.522 25.7 ng/ul 7578080 3 14.551 5893380 20.0
unknown-03 13.605 20.4 ng/ul 5999760 3 14.551 5893380 20.0
Naphthalene, 2,... 13.734 20.7 ng/ul 6098290 3 14.551 5893380 20.0
Butanoic acid, ... 13.822 23.1 ng/ul 6804010 3 14.551 5893380 20.0
Naphthalene, 1,... 13.881 26.0 ng/ul 7665260 3 14.551 5893380 20.0
(DEL) Alkane: S... 14.039 24.8 ng/ul 7312680 3 14.551 5893380 20.0
(DEL) Alkane: S... 14.075 15.7 ng/ul 4636180 3 14.551 5893380 20.0
unknown-04 14.180 31.8 ng/ul 9379490 3 14.551 5893380 20.0
(DEL) Alkane: S... 14.474 82.6 ng/ul 24327100 3 14.551 5893380 20.0
1H-Indole, 4-(3... 14.703 41.9 ng/ul 12355200 3 14.551 5893380 20.0
Naphthalene, 1,... 15.032 12.7 ng/ul 3735100 3 14.551 5893380 20.0
(DEL) Alkane: S... 15.073 10.4 ng/ul 3064670 3 14.551 5893380 20.0
Naphthalene, 2,... 15.326 49.8 ng/ul 14672000 3 14.551 5893380 20.0
(DEL) Alkane: S... 15.414 51.3 ng/ul 15114200 3 14.551 5893380 20.0
(DEL) Alkane: S... 15.808 13.3 ng/ul 3914160 3 14.551 5893380 20.0
(DEL) Alkane: S... 15.902 12.1 ng/ul 3560130 3 14.551 5893380 20.0
unknown-05 16.178 23.3 ng/ul 6385310 4 17.341 5489380 20.0
(DEL) Alkane: S... 16.272 48.4 ng/ul 13291000 4 17.341 5489380 20.0
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unknown-06

2-Amino-5-isopr...
(DEL) Alkane: S...
Tridecanoic aci...
(DEL) Alkane: S...
(DEL) Alkane: S...
(DEL) Alkane: S...

(DEL) Alkane:
Oxalic acid, d
(DEL) Alkane:

9-Octadecenoic ...
(DEL) Alkane: S...

nmo wn

16.
.600
.800
.964
18.
19.
20.
20.
21.
.724
.189
22.

17
17
17

21
22

607

487
116
215
708
202

306

10.
20.
34.
21.
23.
29.
23.
17.
44,
20.
21.
31.

DLV O POWWAOIOTOO® O

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

2999750
5489380
9492230
5927850
6415770
8038340
3840190
2901600
7313450
3296200
3605540
5205170
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vuumuuubhddDdDbdDdD

17.
17.

17

21

21

341
341

.341
17.
17.
17.

341
341
341

.531
21.
21.
21.

531
531
531

.531
21.

531

5489380
5489380
5489380
5489380
5489380
5489380
3296200
3296200
3296200
3296200
3296200
3296200
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