LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc :

ALS Vvial : 32 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BGO62968.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.737 104 110 119 rBV 81463 131019 2.24% 0.481%
2 5.882 469 475 484 rBv4 53193 86044 1.47% 0.316%
3 6.851 630 640 645 rBV7 58434 146075 2.50% 0.536%
4 6.910 645 650 653 rBV2 60065 91201 1.56% ©.335%
5 6.951 653 657 662 rVvB 112613 164922 2.82% 0.605%
6 7.028 662 670 675 rBv2 213326 422589  7.22% 1.550%
7 7.081 675 679 687 rVB 60482 100619 1.72% 0.369%
8 7.186 691 697 703 rBV 104806 167492 2.86% 0.614%
9 7.251 703 708 711 rBV 70048 110005 1.88% 0.404%
10 7.280 711 713 718 rVB 55811 70920 1.21% 0.260%
11 7.392 726 732 742 rVB 147219 255441 4.37% 0.937%
12 7.486 742 748 757 rVB2 365625 760285 12.99% 2.789%
13 7.780 790 798 802 rBV5 25477 65948 1.13% 0.242%
14 7.850 803 810 816 rVV2 133503 279469 4.78% 1.025%
15 7.974 827 831 838 rVB4 73775 123646 2.11% 0.454%
16 8.050 838 844 848 rBV5 34288 52148 0.89% 0.191%
17 8.121 852 856 858 rBV3 38532 52742 0.90% 0.193%
18 8.226 870 874 878 rVB5 39022 58630 1.00% 0.215%
19 8.279 878 883 888 rBvV 153588 250613 4.28% 0.919%
20 8.326 888 891 898 rBV5 30761 64704 1.11% 0.237%
21 8.391 898 902 908 rVB4 83004 150307 2.57% ©.551%
22 8.450 908 912 915 rBV 55117 71814 1.23% 0.263%
23 8.497 915 920 921 rBv2 93017 126289 2.16% 0.463%
24  8.555 926 930 936 rVv2 178212 319909 5.47% 1.173%
25 8.620 937 941 944 rW 87996 131213 2.24% 0.481%
26 8.655 945 947 954 rVB 64531 89655 1.53% 0.329%
27 8.808 968 973 976 rBV2 56084 78673 1.34% 0.289%
28 8.849 976 980 988 rVB4 81931 164199 2.81% 0.602%
29 8.961 989 999 1002 rBV3 96657 194230 3.32% 0.712%
30 9.008 1002 1007 1012 rVwV 139195 247963 4.24% 0.910%
31 9.084 1015 1020 1025 rVB 364440 549860 9.40% 2.017%
32 9.207 1036 1041 1046 rVB6 47792 100476 1.72% 0.369%
33 9.296 1050 1056 1058 rBV4 27435 52803 0.90% 0.194%
34 9.443 1074 1081 1084 rBV6 25831 47287 0.81% ©0.173%
35 9.537 1095 1097 1107 rVB4 36219 77434  1.32% 0.284%
36 9.642 1107 1115 1122 rVB6 31609 71411 1.22% 0.262%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc :

ALS Vvial : 32 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION
37 9.725 1122 1129 1135 rBV3 159907 306149 5.23% 1.123%
38 9.789 1135 1140 1145 rVV4 44470 67072 1.15% 0.246%
39 9.854 1145 1151 1156 rVWVW7 24373 49409 0.84% 0.181%
40 9.930 1161 1164 1169 rVB4 40212 53607 0.92% 0.197%
41 10.001 1172 1176 1179 rBV5 32109 45625 0.78% 0.167%
42 10.112 1192 1195 1201 rVB2 41046 56383 0.96% 0.207%
43 10.177 1203 1206 1210 rBV5 23767 40391 0.69% 0.148%
44 10.265 1216 1221 1228 rVB2 179735 332046 5.68% 1.218%
45 10.336 1229 1233 1245 rVB3 55856 111972 1.91% 0.411%
46 10.635 1276 1284 1291 rBV2 734855 1288956 22.03% 4.728%
47 10.770 1300 1307 1318 rVB3 247449 624489 10.67%  2.291%
48 11.023 1344 1350 1357 rBV2 163005 279143  4.77% 1.024%
49 11.370 1402 1409 1414 rBVS 19245 51103 0.87% 0.187%
50 11.534 1432 1437 1440 rBV3 47683 90840 1.55% ©.333%
51 11.675 1457 1461 1466 rBV2 32165 42323 0.72% 0.155%
52 11.904 1490 1500 1506 rBvVS8 43728 129606 2.22% 0.475%
53 12.063 1520 1527 1532 rBV4 82678 169618 2.90% 0.622%
54 12.104 1532 1534 1539 rVB2 43305 48394 0.83% 0.178%
55 12.310 1562 1569 1575 rVB4 96185 187269 3.20% 0.687%
56 12.480 1593 1598 1603 rBV5 56346 108419 1.85% ©0.398%
57 13.056 1689 1696 1702 rVB2 75425 130597 2.23% 0.479%
58 13.314 1735 1740 1746 rBV2 84922 134069 2.29% 0.492%
59 13.532 1771 1777 1784 rVB7 36507 88715 1.52% 0.325%
60 13.661 1788 1799 1806 rBV6 66398 186946 3.20% 0.686%
61 13.808 1818 1824 1829 rBV 63257 129168 2.21% 0.474%
62 13.890 1834 1838 1845 rVB 320879 483773 8.27% 1.775%
63 13.978 1845 1853 1857 rBV9 31151 55742 0.95% 0.204%
64 14.037 1857 1863 1867 rBv8 34572 65712 1.12% 0.241%
65 14.178 1882 1887 1897 rVB 321441 545529 9.32% 2.001%
66 14.390 1919 1923 1928 rBV2 89714 120044 2.05% 0.440%
67 14.490 1933 1940 1946 rVB 276217 437102 7.47% 1.603%
68 14.572 1950 1954 1959 rVB6 44478 76259 1.30% 0.280%
69 14.625 1959 1963 1969 rVB7 24309 43513 0.74% 0.160%
70 14.689 1969 1974 1979 rBV2 162466 287872 4.92% 1.056%
71 14.965 2017 2021 2025 rVB4 29895 43033 0.74% 0.158%
72 15.112 2042 2046 2053 rVB 238738 368248 6.29% 1.351%
73 15.341 2082 2085 2091 rVB 101168 131180 2.24% 0.481%
74 15.482 2104 2109 2115 rVB 442048 629572 10.76%  2.309%
75 15.600 2124 2129 2136 rVB3 148256 238253 4.07% 0.874%
76 15.747 2152 2154 2160 rVB5 45816 59801 1.02% 0.219%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc :

ALS Vvial : 32 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

77 15.847 2167 2171 2177 rVB2 86720 134092 2.29%  ©0.492%
78 16.205 2228 2232 2240 rBV3 115196 215120 3.68% ©.789%
79 16.898 2342 2350 2359 rBV 3727400 5850715 100.00% 21.461%
80 16.998 2364 2367 2373 rVV 131224 182889 3.13% 0.671%

81 17.057 2373 2377 2385 rVB3 65229 114301 1.95% ©.419%
82 17.239 2402 2408 2413 rBV 361833 552099 9.44%  2.025%
83 17.339 2419 2425 2430 rVB 480598 709686 12.13%  2.603%
84 17.739 2489 2493 2498 rVB 118150 148930 2.55% ©.546%
85 17.909 2518 2522 2527 rVB 257584 321293 5.49% 1.179%
86 17.962 2527 2531 2537 rBV4 26597 41904 0.72% 0.154%
87 18.432 2607 2611 2615 rBV 100547 116826 2.00% ©0.429%
88 19.084 2715 2722 2727 rVB3 211759 365927 6.25% 1.342%
89 19.219 2742 2745 2750 rVB2 115529 135053 2.31% 0.495%
90 19.631 2810 2815 2822 rBV 582811 917667 15.68%  3.366%
91 20.177 2905 2908 2912 rBV 67424 77630 1.33% ©.285%
92 20.671 2990 2992 2996 rVB 48330 50873 0.87% 0.187%
93 21.164 3071 3076 3082 rVB4 177470 252861 4.32% 0.928%
94 21.487 3125 3131 3138 rVB 426045 650419 11.12%  2.386%
95 21.687 3161 3165 3169 rVB 46634 72576 1.24% ©.266%
96 22.139 3238 3242 3247 rVB4 54581 86918 1.49% 0.319%
97 22.257 3256 3262 3270 rVB3 130341 239350 4.09% 0.878%
98 22.909 3370 3373 3380 rVB4 32544 54022 ©.92% ©0.198%
99 24.319 3603 3613 3624 rBV 367374 945133 16.15% 3.467%
100 24.525 3640 3648 3659 rVB 269961 759331 12.98%  2.785%

Sum of corrected areas: 27261592
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

Abundance TIC: BG062968.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.882 6.16 ng/ul 86044  1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-ethyl- 184 C13H28 017312-59-3 43
2 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 43
3 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 43
4 Valeric acid, tridecyl ester 284 (C18H3602 117177-34-1 38
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 38

Abundance Scan 475 (5.882 min): BG062968.D\data.ms (-469) (-) m/z 43.10 100.00%

5000
HOG'Z 5.60 5.80 6.00 6.20
220. 326.1 390. 499.! R s
0l 1“‘“‘“"““‘|M‘ e 9"‘3‘ e ‘3“‘99‘9‘ it m/z  57.10  77.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59033: Undecane, 4-ethyl-
43.0
5000
5.60 5.80 6.00 6.20
m/z 41.10 74.98%
‘ ‘ 9.0 155.0
O‘\\Jl ‘\\\M\h!\‘\\1“'\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197437: Decane, 1,1'-oxybis-
57.0
5.60 5.80 6.00 6.20
5000 m/z 91.10 29.82%
112.0
UL 27100950 2060
e AR e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234378: Oxalic acid, 6-ethyloct-3-yl heptyl ester
57.0 5.60 5.80 6.00 6.20
m/z 85.10 29.05%
5000
111.0
o"J\k’me‘wLJ":l""""""‘H_m_‘wm‘_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.851 10.45 ng/ul 146075 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 35
2 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 27
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 27
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 27
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 25

Abundance Scan 640 (6.851 min): BG062968.D\data.ms (-630) (-) m/z 91.10 100.00%
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o
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‘ ‘ | 1204570
oL et e e
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Abundance #93821: Oxalic acid, isobutyl pentyl ester e
57.0 6.60 6.80 7.00 7.20

m/z 70.10 37.17%

5000

|1l 11501610
ol it Sootee

m/z--> 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20
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Data Path :
Data File :
: 20 Sep 2024 8:00

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

BG062968.D

JU/RC

: P3898-17ME

: 32 Sample Multiplier: 1

hod
le

ry

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

: SVOA CALIBRATION

¢ 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
6.910 6.53 ng/ul 91201 1,4-Dichlorobenzene-d4 7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 64
2 Decane, 2-methyl- 156 C11H24 006975-98-0 59
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 59
Abundance Scan 650 (6.910 min): BG062968.D\data.ms (-645) (-) m/z 57.10 100.00%

57.1
5000 M

6.60 6.80 7.00 7.20
127.2 464.
dlj1er2 2816 3508 464 Ui e 99.30%

Ot
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T J\/M
5000 Wuwuu,uu‘uu‘
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O “\II\I” I 183-0
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Abundance #33088: Decane, 2-methyl-
43.0
S
6.60 6.80 7.00 7.20
5000 m/z 71.10 49, 89%
’ ‘1130
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59047: Dodecane, 3-methyl- ﬂ“?w“‘w“‘w“‘w“‘w
57.0 6.60 6.80 7.00 7.20
m/z 42.20 29.00%
5000
H 155.0
L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 4 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.951 11.80 ng/ul 164922 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 58
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 58
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 58

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 58
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 53

Abundance Scan 657 (6.951 min): BG062968.D\data.ms (-653) (-) m/z 105.10 100.00%

105.1

—
—

5000
R REmERE
51.0 i 6.60 6.80 7.00 7.20
Obrrbfdlbf 2416 3070 41614749 . 190 16 26.19%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
m/z 91.10 14.32%
51.0 ‘ ‘
0 \\“\\i\‘\“\“l\‘\“l\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.10 12.67%
39.0
)
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 10.12%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.081 7.20 ng/ul 100619 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
2 Mesitylene 120 C9H12 000108-67-8 81
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 81
4 Mesitylene 120 C9H12 000108-67-8 81
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
Abundance Scan 679 (7.081 min): BG062968.D\data.ms (-675) (-) m/z 105.10 100.00%
105.1
5000 f\/\/\
 maaE A RAR
51.1 3347 413 6.80 7.00 7.20 7.40
b bl LA 1764 2202 3347 430 106 19 29.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
6.80 7.00 7.20 7.40
m/z 77.10 17.75%
9.0 ‘
O \\‘\‘\‘i‘“\u\m\\“‘\H\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #10694: Mesitylene
105.0
6.80 7.00 7.20 7.40
5000 m/z 79.05 12.35%
39.0 | ‘
)
m/z--> 50 100 150 200 250 300 350 400
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 6.80 7.00 7.20 7.40
m/z 91.00 11.72%
5000
39.0
Ll
m/z--> 50 100 150 200 250 300 350 400 6.80 7.00 7.20 7.40

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:41:57 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 6 Mesitylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.251 7.87 ng/ul 110005 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 87
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 87
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
Abundance Scan 708 (7.251 min): BG062968.D\data.ms (-703) (-) m/z 105.05 100.00%
105.1
5000 /\
A ma e
39.1 L] »35.9 7.00 7.20 7.40 7.60
ob bl df 1566 2389 38T 06 10 32.61%
miz-> 50 100 150 200 250 300
Abundance #10695: Mesitylene
105.0
5000
7.00 7.20 7.40 7.60
m/z 77.00 15.27%
39.0 ‘
0\\‘\‘\‘1‘“”\”\““\ \““\H\‘\\‘\\\\‘\\\\‘\\\\’\\\\
miz-> 50 100 150 200 250 300
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 79.05 14.53%
39.0
N O O O
miz--> 50 100 150 200 250 300
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 90.95 13.63%
5000
39.0
b d
m/z--> 50 100 150 200 250 300 7.00 7.20 7.40 7.60

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:41:58 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 7 2-Nonanone, 9-[(tetrahydro-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.280 5.08 ng/ul 70920 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 53
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 50
3 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 33
4 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 27
5 Hexane, 1-propoxy- 144 CS9H200 053685-78-2 27
Abundance Scan 713 (7.280 min): BG062968.D\data.ms (-711) (-) m/z 43.10 100.00%
43.1
5000
I ‘ ‘109'1 1909  300.8 372.6 526. 7.007.20 7.40 7.60
Ol b e i e e m/z 85,10 34.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]-

43.0
5000
7.00 7.20 7.40 7.60
‘ 01.0 m/z 69.10 34.43%
O‘\\\ ‘\“Jf"\“\\‘\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-

43.0

7.00 7.20 7.40 7.60
5000 m/z 58.10  31.69%

I IJ“"’-O
N

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

Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0 7.00 7.20 7.40 7.60

m/z 41.10  29.39%

5000

oL ‘ ‘ﬂ‘ 4 Jlog.o

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

7.00 7.20 7.40 7.60

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:41:59 2024 Page: 11



Data Path :
Data File :
: 20 Sep 2024 8:00

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

BG062968.D

JU/RC

: P3898-17ME

: 32 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.486 54.41 ng/ul 760285 1,4-Dichlorobenzene-d4  7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 vecane 142 cle2 060124-18-5 81

2 Decane 142 C10H22 000124-18-5 80
3 Decane 142 C1OH22 000124-18-5 72
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
5 Undecane 156 C11H24 001120-21-4 59
Abundance Scan 748 (7.486 min): BG062968.D\data.ms (-742) (-) m/z 57.10 100.00%
57.1
5000
201 7.20 7.40 7.60 7.80
O LR 2180 3981 492 .. 4365  96.40%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22068: Decane
43.0
5000
7.20 7.40 7.60 7.80
m/z 41.10 75.06%
e
‘\\\ ‘\f\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

N

Abundance #22066: Decane
57.0
P T
7.20 7.40 7.60 7.80
5000 m/z 71.10 44 .,21%
M‘ 142.0
0t L%LWN‘J_‘H"H‘_“W‘H‘_“W‘H“H‘w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22067: Decane
43.0 7.20 7.40 7.60 7.80
m/z 85.20 29.21%
5000
1, 0
0 VMM‘WN‘J“‘H“‘H“‘H‘“H““w“‘w““

m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:42:00 2024

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.780 4.72 ng/ul 65948 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 42
2 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 38
3 2-Propyl-1-pentanol, chlorodiflu... 242 C10H17C1F202 1000447-27-3 37
4 Octane, 2-methyl- 128 C9H20 003221-61-2 27
5 1,6-Dimethyl-3,7,9-trioxabicyclo... 158 C8H1403 062759-56-2 25

Abundance Scan 798 (7.780 min): BG062968.D\data.ms (-790) (-) m/z 57.05 100.00%

57.0

3

5000
| w ‘ \}39.1 240.6303.1  406.9 533.6 7:40.7.60 7.80 8.00 8.20
o et M/z 4318 64.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000
7.40 7.60 7.80 8.00 8.20
m/z 41.10 46.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33096: Nonane, 2,5-dimethyl-
57.0
e
7.40 7.60 7.80 8.00 8.20
5000 m/z 69.20 30.62%
H | [ 156.0
O bbb e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #125243: 2-Propyl-1-pentanol, chlorodifluoroacetate TN
57.0 7.40 7.60 7.80 8.00 8.20

m/z 56.05 26.20%

5000

IH 157.0
O e S e e e e PR Nl Y D

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:42:01 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 10 2,4-Nonadiyne Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.974 8.85 ng/ul 123646 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 2,4-Nonadiyne 120 C9H12 063621-15-8 64
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 60
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 60
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 60
Abundance Scan 831 (7.974 min): BG062968.D\data.ms (-827) (-) m/z 105.10 100.00%
105.1
5000 /\ A/\
e
391 H ‘ 7.60 7.80 8.00 8.20
ol lludhd  mes  aoen seas s 0, aex
miz--> 50 100 150 200 250 300 350 400
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 LI L L L L L LN B
7.60 7.80 8.00 8.20
39.0 m/z 120.15 39.69%
O\\‘\‘LW‘“\‘M\““\‘\L“\”‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #10697: 2,4-Nonadiyne
105.0 /\
R e ARG o
7.60 7.80 8.00 8.20
5000 m/z 77.10 21.42%
39.0
0 ““w‘“}“M““u““\“““H_m‘HH_WWH_HW
m/z--> 50 100 150 200 250 300 350 400
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 7.60 7.80 8.00 8.20
m/z 91.10 19.17%
5000
50|
I O
m/z--> 50 100 150 200 250 300 350 400 7.60 7.80 8.00 8.20

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:42:02 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.050 3.73 ng/ul 52148 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
3 Tetradecane 198 C14H30 000629-59-4 53
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 53
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 50

Abundance Scan 844 (8.050 min): BG062968.D\data.ms (-838) (-) m/z 41.10 100.00%

41.1

2

5000
1112 UL B B L IR
Hh “ h 198.4 384.6 478, 7.80 8.00 8.20 8.40
of— b i m/z 57.18 97.47%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74006: Tetradecane
57.0
5000 UL L L BN L
7.80 8.00 8.20 8.40
m/z 71.15 81.07%
\“ ”'113.0 198.0
O\\\\H\‘\\‘\“\I\“\\I\\\\‘\\\\ TTTT TTTT TTTT TTTT TTTT
\ \ T I \ \ \ \

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

Abundance #90207: Dodecane, 2,6,10-trimethyl-
14
e  ARRRmET S
7.80 8.00 8.20 8.40
5000 ITI/Z 56.10 68.20%
127.0
\ ||| 1830
oM L e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74005: Tetradecane LA L AL S
57.0 7.80 8.00 8.20 8.40
m/z 55.10 46.93%
5000
‘ ‘ 113.0 198.0
0"LhwﬁJW_MMfw"H_“‘_“‘_“‘_“‘_“‘_“‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 7.80 8.00 8.20 8.40

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:42:03 2024

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 12 Tricosyl trifluoroacetate Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
8.121 3.77 ng/ul 52742 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 53
2 Furan, 2,5-dihydro-2,5-dimethyl- 98 C6H100 059242-27-2 43
3 1,2-Cyclopentanediol, 3-methyl- 116 C6H1202 027583-37-5 43
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 38
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 35

Abundance Scan 856 (8.121 min): BG062968.D\data.ms (-852) (-) m/z 57.10 100.00%

57.1
1272 L L B B I R |
| ‘ ||, 1929 306.4 355.1403.7 7.80 8.00 8.20 8.40
of e Ml ZRET ST e m/z 41.18 0 81.63%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320429: Tricosyl trifluoroacetate
57.0
5000 L L B I B LA LR
11.0 7.80 8.00 8.20 8.40
m/z 43.10 79.62%
O T “\ ‘\‘ “ T “\‘ T \‘h‘ “‘ \IL‘\ ‘h‘ ]’]‘6\3.\()\ ‘2T2\2\.(\) [ T \2\9\4E-\0\ T \3‘6\?.\()\ ?%?l\()\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #3680: Furan, 2,5-dihydro-2,5-dimethyl-
83.0

7.80 8.00 8.20 8.40
5000 m/z 83.10 78.53%

=

37 M |
ofrrAlfh bl b
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9277: 1,2-Cyclopentanediol, 3-methyl- o AREREEEE S ST
57.0 7.80 8.00 8.20 8.40
m/z 71.15 67.12%
) W“JUU
0 \}16-0,, /\M,,
m/z--> 0 50 100 150 200 250 300 350 400 7.80 8.00 8.20 8.40

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:42:04 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
8.226 4.20 ng/ul 58630 1,4-Dichlorobenzene-d4 7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 95
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 95
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 95
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 93
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 86
Abundance Scan 874 (8.226 min): BG062968.D\data.ms (-870) (-) m/z 117.10 100.00%
117.1
5000
57.2
8.00 8.20 8.40 8.60
: 241.3 327.0 )
ol }‘ “«‘hw‘w‘w b, 1681 e LD AL Gz 118.85  59.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0
5000 M\/\\\M‘\A\H‘HH’\D\'A\‘\”H
8.00 8.20 8.40 8.60
39.0 m/z 115.05 52.94%
0 \\“\“Ll““\‘“\mh\“w“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #10187: Benzene, 1-propenyl-
117.0 fk
R e mmay R S
8.00 8.20 8.40 8.60
5000 m/z 91.05 22.59%
39.0
0 mwl‘»h‘”»‘\wwJu N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #10191: Benzene, 2-propenyl-
117.0 8.00 8.20 8.40 8.60
m/z 57.20 20.76%
5000
51.0
- }L“Mwﬂ““u“HwHH_m‘mwmww” DALE A vAL L Y
m/z--> 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:42:05 2024

Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 14 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.279 17.93 ng/ul 250613 1,4-Dichlorobenzene-d4 7.856

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 64
5 1-Propanone, 1-cyclohexyl- 140 CS9H160 001123-86-0 53
Abundance Scan 883 (8.279 min): BG062968.D\data.ms (-878) (-) m/z 83.10 100.00%
83.1
w M\JL
R S RENE Ry
14?'2 8.00 8.20 8.40 8.60
ol bl 2660 4540 69.10  55.12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L L L L I L L I L
8.00 8.20 8.40 8.60
140.0 m/z 41.10 52.41%
O‘\\H\\‘M\w\\‘\\‘\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 100 150 200 250 300 350 400 450
Abundance #21577:Cycbhexanone,33,54nnuﬁhyh
83.0

8.00 8.20 8.40 8.60
5000 m/z 55.10  43.65%

140.0
27. ‘
o Ly o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- R AARLRRRRREE R R
83.0 8.00 8.20 8.40 8.60
m/z 56.05 32.88%
5000
140.0
o‘“‘H‘““‘[‘w‘“‘!"Hw‘HWm_m_m_m_ T
m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 15 unknown-01 Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
8.326 4.63 ng/ul 64704  1,4-Dichlorobenzene-d4 7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 35
2 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 35
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 27
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 27
5 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 25

Abundance Scan 891 (8.326 min): BG062968.D\data.ms (-888) (-) m/z 43.10 100.00%

43.1
5000
A NAN TV N v
119.1
8.00 8.20 8.40 8.60
201.9 3245 498,
o ALl 2ore  pe | as0a asn T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8492: 2-Hexanone, 4-methyl-
43.0
5000
8.00 8.20 8.40 8.60
m/z 41.10 26.38%
a0
O’\‘\‘f![‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4808: 2-Pentanone, 5-hydroxy-
43.0
R A REmAR S S
8.00 8.20 8.40 8.60
5000 m/z 57.10 24.73%
o dbidozo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8503: 2-Hexanone, 5-methyl- e ABMBRREREEEE R
43.0 8.00 8.20 8.40 8.60
m/z 56.10 23.08%
5000
h” J\\ll\4..0
Ot e e e e

8.00 8.20 8.40 8.60

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Library Search Compound Report

Data File : BG@62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS vial : 32

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.391 10.76 ng/ul 156367 1,4-Dichlorobenzene-dd  7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,5-dimethyl- 156 1124 017302-27-1 58

2 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11BO3 1000063-89-2 53
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 50
4 Dotriacontane 451 C32H66 000544-85-4 40
5 Hexane, 2,2,3,3-tetramethyl- 142 C1OH22 013475-81-5 38
Abundance Scan 902 (8.391 min): BG062968.D\data.ms (-898) (-) m/z 57.20 100.00%
57.2
R R REAE
‘ “‘1 }13‘4-1 2160 2040 613 8.00 8.20 8.40 8.60 8.80
ol A L S e 2520 m/z 105.10  68.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33096: Nonane, 2,5-dimethyl-
57.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\/’\/\/\\
8.00 8.20 8.40 8.60 8.80
( m/z 43.15 38.73%
0 ” J [ ]| 1560
‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22350: 1,3,2-Dioxaborolane, 4,4-dimethyl-5-oxo-, 2-ethy

=

57.0
RARARREsSESEES R S
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.10 36.54%
o L. paeo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193304: 1-lodo-2-methylundecane A e AR
57.0 8.00 8.20 8.40 8.60 8.80
m/z 85.10 29.71%
5000
oL | 11301690 5069
R e e B e e AR AR R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.450 5.14 ng/ul 71814 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 64
2 Octane, 2,6,6-trimethyl- 156 C11H24 054166-32-4 59
3 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 59
4 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 59
5 Sulfurous acid, pentadecyl 2-pen... 362 C20H4203S 1000309-16-4 59

Abundance Scan 912 (8.450 min): BG062968.D\data.ms (-908) (-) m/z 71.10 100.00%

71.1
\\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
153 207.1 2911 517.
ob AL s, 2ora 21 sms s M R e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22070: Octane, 3-ethyl-
43.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘AT/\\/
8.20 8.40 8.60 8.80
m/z 57.10 59.21%
“ | 112.0
O\\\“‘\ \l\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33104: Octane, 2,6,6-trimethyl-
71.0
e
8.20 8.40 8.60 8.80
5000 m/z 41.10 49.16%
| ‘ ||| 1270
L S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85784: Sulfurous acid, isobutyl 2-pentyl ester R EEmas REEER e
71.0 8.20 8.40 8.60 8.80
m/z 70.05 31.26%
5000 M\/\AA
Lo
m/z--> 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62968.D

Acqg On : 20 Sep 2024 8:00

Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 18 Benzene, 1,4-diethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.497  9.04 ng/ul 126289  1,4-Dichlorobenzene-d4  7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 clemia 000105-05-5 93

000535-77-3 91
000460-01-5 90
000488-23-3 87
000488-23-3 87

2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14
3 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C10H14
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14

Abundance Scan 920 (8.497 min): BG062968.D\data.ms (-915) (-) m/z 119.10 100.00%

119.1
5000
77.1

391 8.20 8.40 8.60 8.80
il ‘m\wh\ ALl 18s6 258 365.1

L b 1806 2658 8651 nyz o1.10 72.04%
miz-> 50 100 150 200 250 300 350

Abundance #17031: Benzene, 1,4-diethyl-

1100 ’
5000

8.20 8.40 8.60 8.80
m/z 105.10 69.71%

o

O\“\ ‘\‘ “ \“\M\ ‘\‘ ‘H ‘M\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
RS RNR LRSS AR
8.20 8.40 8.60 8.80
5000 m/z 134.05 47 .24%
39.0 77.0 ‘
T
m/z--> 50 100 150 200 250 300 350
Abundance #17115: 2,6-Dimethyl-1,3,5,7-octatetraene, E,E- e e LA
119.0 8.20 8.40 8.60 8.80
m/z 77.10 22.25%
5000
77.0
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Page:

22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.620 9.39 ng/ul 131213 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 94
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 64
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 59
5 Decane, 3-methyl- 156 C11H24 013151-34-3 59

Abundance Scan 941 (8.620 min): BG062968.D\data.ms (-937) (-) m/z 57.10 100.00%

57.1

a

5000
| 12‘6'2 2048 2710 yor7  5as 2084086088090
O blddd L 208 2D el 2% m/z 71.10 76.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33085: Decane, 3-methyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 41.10 76.04%
126.0
O’\\‘\‘\“J\JT‘\”\A‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
R LR R=EEs oS T
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.15 64.35%
127.0
0,‘ﬂ"muww‘tw"H"H“H“_“w“u“u“u“_“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33106: Octane, 5-ethyl-2-methyl-
43.0 8.20 8.40 8.60 8.80 9.00

m/z 56.10 43.63%

5000

.
N
~
o

] N — A A s
miz--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 20 3,3-Dimethyl-4-(N-(2-methyl... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.655 6.42 ng/ul 89655 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethyl-4-(N-(2-methylbenzy... 219 C14H21NO 1000145-29-4 64
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 64
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 64
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 59

Abundance Scan 947 (8.655 min): BG062968.D\data.ms (-945) (-) m/z 105.10 100.00%

105.1
5000 /J\/\\
kT
53.0 ]‘ : : : :
47. 2211 .0 329.4  398.
0 ‘“JWNNWWWN\uu‘?“‘“u“‘?gpp_‘\“““\‘ m/z 134.15  23.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #97835: 3,3-Dimethyl-4-(N-(2-methylbenzyl)amino)-butan
105.0
5000
8.40 8.60 8.80 9.00
43.0 m/z 106.05 12.33%
I
O\\\‘\M‘H‘\\‘\\“‘\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 79.10 10.50%
<N
0 ‘mw‘w‘u“““‘u““w\m_m_m_m_m_m_
m/z--> 50 100 150 200 250 300 350 400
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 8.40 8.60 8.80 9.00
m/z 103.10 9.04%
5000 /\M
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
8.808 5.63 ng/ul 78673  1,4-Dichlorobenzene-d4 7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 90
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 973 (8.808 min): BG062968.D\data.ms (-968) (-) m/z 119.10 100.00%
119.1
5000 ?
65.1{ ‘ ‘ ‘ 203.6 393 8.40 8.60 8.80 9.00 9.20
O bbbl 2036 2033 3936 09110 24.84%
m/z--> 0 50 100 150 200 250 300 350
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 134.05  24.25%
39.0
0 ‘\‘\‘\\“h\h“\“‘\\“h“\m \“\‘\H\‘\H\‘H\\‘H\\’\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 77.05 17.01%
39.0
bbb b
m/z--> 0 50 100 150 200 250 300 350
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 105.10 14.33%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BGO91724.MA.M Sat Sep 21 01:42:16 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 22 p-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.849 11.75 ng/ul 164199 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 60
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 60
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 60
4 o-Cymene 134 C10H14 000527-84-4 60
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 53

Abundance Scan 980 (8.849 min): BG062968.D\data.ms (-976) (-) m/z 119.10 100.00%

1191
5000 571

M 222.9 280.0 203, 8.60 8.80 9.00 9.20
Ml g 22292800 493 h; 57.15  41.26%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #16995: p-Cymene
119.0
5000

8.60 8.80 9.00 9.20
m/z 43.05 36.80%

a0 | ‘
T ‘\ U ‘\ \l‘\ “\ \‘ ‘N“ \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0 /\M

8.60 8.80 9.00 9.20

o

o

5000 ITI z 85.05 34.42%
39.0 ‘
0 mbw%kjW‘”W"”\“”\‘”‘!”“M“W“”\‘”‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.60 8.80 9.00 9.20

m/z 41.15 31.73%

5000
90 ‘
0k Jogd bl

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 23 Carbonic acid, prop-1-en-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.084  39.35 ng/ul 549860 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 86
2 Undecane 156 C11H24 001120-21-4 78
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 78
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 72

Abundance Scan 1020 (9.084 min): BG062968.D\data.ms (-1015) (-) m/z 57.10 100.00%
57.1

5000

-

|, 1562 8.80 9.00 9.20 9.40
O Al 2200 23532990 3774 47825360 sz 43.10  88.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 /\\\'TT‘HH‘HH’HH‘HH
8.80 9.00 9.20 9.40
m/z 41.10 69.13%
O’\\JTg‘ I"}PW?‘S'VOJ-QGIO”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33080: Undecane
57.0
e s
8.80 9.00 9.20 9.40
5000 m/z 71.15 53.46%
L, 2o
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester

57.0 8.80 9.00 9.20 9.40
m/z 85.15 33.55%

5000

‘\ ’ ,i‘ 125.0182.0
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 24 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.207 7.19 ng/ul 100476 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 49
2 1H-1,5-Benzodiazepine, 2,3,4,5-t... 148 C9H12N2 006516-89-8 43
3 Benzamide, N-tetrahydrofurfuryl-... 219 C13H17NO2 1010306-95-5 32
4 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 27
5 2-Methylindan-2-ol 148 C10H120 033223-84-6 27

Abundance Scan 1041 (9.207 min): BG062968.D\data.ms (-1036) (-) m/z 105.15 100.00%

105.2
5000
39.0
1815 320.8 444.5 513.3 8.80 9.00 9.20 9.40 9.60
0! e et m/z 119.200 67.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26269: Benzaldehyde, 4-(1-methylethyl)-
105.0
5000
8.80 9.00 9.20 9.40 9.60
m/z 148.15 44 ,23%
39. ‘
O \”\J\J‘F\“\"wﬁwl 1\‘}\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #26874: 1H-1,5-Benzodiazepine, 2,3,4,5-tetrahydro-
119.0
b LT
8.80 9.00 9.20 9.40 9.60
5000 m/z 39.05 35.04%
39.0
obbbbbedld
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #97682: Benzamide, N-tetrahydrofurfuryl-4-methyl- A E L ARRAR
119.0 8.80 9.00 9.20 9.40 9.60
m/z 77.05 31.97%
5000
43.0
L 0
O e
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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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS vial : 32

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 25 unknown-03 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
11.023 4.33 ng/ul 279143  Naphthalene-d8 10.647
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 40
3 Methanamine, N-(1-methylbutylide... 99 C6H13N 022431-09-0 40
4 Ethane, isocyanato- 71 C3H5NO 000109-90-0 40

5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 37

Abundance Scan 1350 (11.023 min): BG062968.D\data.ms (-1344) (- | m/z 56.05 100.00%

56.0
5000
111.2
T T
11.00
199.1 :
Ol.l“\“‘l\,zge.s453.1509. m/z 41.10  45.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
5000 e ‘
11.00
m/z 69.10 42.97%
0 i 11‘ 1‘2‘80
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #683: Ethane, isocyanato-
56.0
T \
11.00
5000 ITI/Z 71.10 41.74%
o““,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4004: Methanamine, N-(1-methylbutylidene)-
56.0 11.00
m/z 55.05 35.95%
- kamﬂ\mwﬂj\/ﬂA»VW\dv
0‘\Hﬂﬁm\\M\\w\\H‘\H\‘H\\M\H‘\H\‘H\\M\\w\\ P4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 27 unknown-04 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
12.063 2.63 ng/ul 169618 Naphthalene-d8 10.647
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-isopropyl-6,6-dimethyl-hept-3-... 200 C12H2402 1000194-60-1 47
2 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 38
3 Octane 114 C8H18 000111-65-9 27
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 27
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 27
Abundance Scan 1527 (12.063 min): BG062968.D\data.ms (-1520) (- | m/z 57.10 100.00%
57.1
- e MM
| S iaai
182.3 350.1 . i :
o“‘gJWmMMwm:Pm‘wu“H‘w“wi‘w“ué§ﬁ7u‘§§4‘ m/z 41.05 84.56%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #75838: 5-isopropyl-6,6-dimethyl-hept-3-ene-2,5-diol
43.0
125.0
5000 —— :
12.00
m/z 43.05 71.26%
O\\“\ ‘H“\Al“‘\“‘\hm‘h\‘\hh\\l“‘p\_\B\z\.P\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217131: Oxalic acid, dodecyl isobutyl ester
57.0
T \
12.00
5000 m/z 55.05 56.50%
213.0
ol L B2
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8623: Octane —
43.0 12.00
m/z 125.10 40.47%
5000
A
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 28 (1S,7'S)-2,2-Dimethyl-7'-ni... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.056 5.98 ng/ul 130597  Acenaphthene-di10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,7'S)-2,2-Dimethyl-7'-nitrohe... 238 C13H22N202 057308-84-6 50
2 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 38
3 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 38
4 1-Ethyl-2-undecylimidazole 250 C16H30N2 081186-24-5 36
5 1H-Imidazole, 2-undecyl- 222 C14H26N2 016731-68-3 36
Abundance Scan 1696 (13.056 min): BG062968.D\data.ms (-1689) (- | m/z 82.10 100.00%
82.1
5000 J\/
180.2 sl AP
H \ \ ‘ 248.7 307.8 376.6 489.8 1300
0t “"‘“JfmJ\Ju_m_m_m_MW_MWW m/z 180.20  21.04%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #120703 (1S,7'S)-2,2-Dimethyl-7'-nitrohexahydrospiro[cy
82.0
5000
13.00
m/z 41.05 17.44%
0 Ll \135 0 192 0
\\\‘\\1\‘1\1\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1310: 1H-Pyrazole, 1-methyl-
82.0
RN
13.00
5000 ITI/Z 39.05 15.38%
8.0
0 "‘m!“muu_m_m_m_m_m‘m‘_m_m_‘
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #1315: 1H-Pyrazole, 1-methyl- 4 ‘ —
82.0 13.00
m/z 81.10  15.20%
5000
P8. 0{
0 "y""_‘ T T T T T T T W —
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

BGO62968.D
: 20 Sep 2024 8:00
JU/RC
: P3898-17ME
: 32 Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.314 6.13 ng/ul 134069  Acenaphthene-di10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tetradecane 198 C14H30 000629-59-4 83
4 Hexadecane 226 Cl6H34 000544-76-3 80
5 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 78
Abundance Scan 1740 (13.314 min): BG062968.D\data.ms (-1735) (1 m/z 57.10 100.00%
57.1
- \ﬁwAﬂMMNMM/k¢“ﬁwMVMWM~
‘ 1540 1300 1350
3.0 | } 428, : :
- | “‘\(ﬂ* e B42 3412 4B, 4310 91.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #74006: Tetradecane
57.0
5000 — i
13.00 13.50
m/z 71.10 67.63%
O\\“‘\‘\““\!‘\1‘\“‘]_\“3\.9\“‘\\]\_\9‘8.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74005: Tetradecane
57.0
- —
13.00 13.50
5000 m/z 41.10 59.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74004: Tetradecane o —
57.0 13.00 13.50
m/z 85.05 38.66%
5000
13.0 198.0
oL L UM st
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 3@ unknown-05 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

13.532  4.06 ng/ul 88715 Acenaphthene-d16 14.490

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Pyridinediamine 109 C5H7N3 000452-58-4 35
ropanone, 1-(5-methyl-2-furan... 138 C8H1002 010599-69-6 30
-Dimethyl-4-propyl-1H-pyrazole 138 C8H14N2 081328-51-0 27
-Pyridinediamine 109 C5H7N3 000141-86-6 27
-Pyridinediamine 109 C5H7N3 000141-86-6 27

Bl

uih wNnPE

NN WERN
-

OVl U W

Abundance Scan 1777 (13.532 min): BG062968.D\data.ms (-1771) (- | m/z 109.10 100.00%
109.1

5000
41. /kmwk , W\WW

:T8‘2-3 317.2 506.5 13.50
0 M‘MU‘H‘H‘W‘MJ‘H“_‘H‘H“ﬁ‘uu m/z 82.10 49.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6241: 2,3-Pyridinediamine
109.0
5000 w/\T’\“}\?M“‘ w”AT w’Jw\‘/\‘
13.50

m/z 55.15 43.86%

2&0‘
0‘\\me”\'11\l‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19994: 1-Propanone, 1-(5-methyl-2-furanyl)-
109.0
T \
13.50
5000 ITI/Z 141.20 41.46%
27.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20094: 3,5-Dimethyl-4-propyl-1H-pyrazole
109.0 13.50
m/z 82.90 32.75%
5000
42.0
) A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 31 Naphthalene, 1,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.661 8.55 ng/ul 186946  Acenaphthene-di10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 70
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 70
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 60
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 60
5 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 58
Abundance Scan 1799 (13.661 min): BG062968.D\data.ms (-1788) (- | m/z 156.10 100.00%
156.1
5000 ﬁ\
77.0 ‘ ‘/\k - ol
13.50 14.00
08.2 2720 357.7 481..
01 '% m/z 141.05 77.88%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 Ay U
13.50 14.00
m/z 155.20  55.18%
O \2\8\.\0‘\\\9\8‘.9\“‘\‘\“‘|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 »M
I M‘h A )?MA‘ ‘f\‘ 1 N‘ ‘/”
13.50 14.00
5000 m/z 115.10 39.67%
77.0
olﬁgkNMAWVJWﬂw“‘W““_““H““H““H““
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33146: Naphthalene, 2,7-dimethyl- \ﬁhﬂm‘ — S
156.0 13.50 14.00
m/z 109.10  28.43%
5000
e AJ\W\VWM
NI SN O [ ' 181 A
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 32 Naphthalene, 2,6-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.808 5.91 ng/ul 129168  Acenaphthene-di10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 87
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87
Abundance Scan 1824 (13.808 min): BG062968.D\data.ms (-1818) (- | m/z 156.10 100.00%
156.1
128. ‘M — L
031 992 185.2213.8  259.8 13.50 14.00
0 e e m/z 141.00 68.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 b s MIK
13.50 14.00
m/z 155.00  32.80%
770 1150
OH\‘\\3\\9‘.9‘\\““\”“\\\\‘\H‘\‘\‘l‘\\“‘\\w‘\\H‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0 »M
1N J“MM VALt f\‘ ‘A ‘AAM
13.50 14.00
5000 m/z 157.10 20.53%
77.0
115.0
oH"ﬁ‘f’:?«m“wwHh_ww‘wH_ww_ww‘w‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 13.50 14.00
m/z 128.05 18.98%
5000
A N NSO W 1 Y b
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
13.978 2.55 ng/ul 55742  Acenaphthene-d10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 47
2 Tridecane 184 C13H28 000629-50-5 43
3 Octane, 2-methyl- 128 C9H20 003221-61-2 43
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 43
5 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 43
Abundance Scan 1853 (13.978 min): BG062968.D\data.ms (-1845) (- | m/z 43.10 100.00%
43.1
o W’V/\MM\J\&
-2 196.1 14.00
T A AR
(oJams B4 MMH\"‘_J‘!‘MMH‘ S m/z 57.18  99.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141062: Heptadecane, 8-methyl-
57.0
5000 T
126.0 14.00
m/z 71.15 95.62%
254.0
OLJ“H\‘\lg?lOlf\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59027: Tridecane
57.0
1
14.00
5000 m/z 41.10 86.63%
‘ ‘ 1130 184.0
o"lMMmu_‘“‘_"“"Hwwwwww
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14534: Octane, 2-methyl- —
43.0 14.00
m/z 55.10 61.83%
5000
113.0
o“H‘ulmHh‘_"‘_"w"H_WHWWWW —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 34 Naphthalene, 1,2-dimethyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
14.037 3.01 ng/ul 65712  Acenaphthene-di0 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 53
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 53
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 53
4 Pent-1-yn-3-ene, 4-methyl-3-phenyl- 156 C12H12 065050-80-8 53
5 4(1H)-Pyrimidinone, 2-(ethylthio)- 156 C6H8N20S 006965-19-1 50

Abundance Scan 1863 (14.037 min): BG062968.D\data.ms (-1857) (- | m/z 156.10 100.00%
156.1

=
?
—

5000
55.1
T ‘ T T T ‘
W 236.8 336.0 477, 14.00
0! Mw‘““h‘\w“hHMHH_H‘whm_m_‘u] m/z 141.85 63.63%
miz--> 50 100 15

Abundance #331
14

0 200 250 300 350 400 450
9: Naphthalene, 1,2-dimethyl-
.0

50001 51.0

14.00
m/z 137.05 34.96%

=W

O' \M\‘l“‘\”\“}\ ““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
14.00
5000 ITI/Z 128.00 32.06%
0270 0 LUl
m/z--> 50 100 150 200 250 300 350 400 450 M W
Abundance #33149: Naphthalene, 2,3-dimethyl- | ‘ ‘
156.0 14.00
m/z 55.10 31.50%
76.0
N2LTHV ORI -
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
BGO62968.D

: 20 Sep 2024 8:00
JU/RC

: P3898-17ME

: 32 Sample Multiplier: 1

ry

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 30
R.T. EstConc Area Relative to ISTD R.T.
14.390 5.49 ng/ul 120044  Acenaphthene-di10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heneicosane 296 C21H44 000629-94-7 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
4 Tridecane 184 C13H28 000629-50-5 72
5 Docosane 310 C22H46 000629-97-0 72
Abundance Scan 1923 (14.390 min): BG062968.D\data.ms (-1919) (- | m/z 57.15 100.00%
57.1
— —
6.2 2123 3127 469.9 532 14.00 1450
0"Hwawwﬁauq‘uu"ﬁ“H“_‘HW“H“H“HJ‘_“f m/z 43.05 83.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0
5000 — ——
14.00 14.50
m/z 71.10 68.03%
0 T \“r‘\‘[ JT‘J‘\J‘T]-#F\Z;(‘)‘M]-\Q\T.\ONH‘\\2\9\6‘.\0\\ T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
— —
14.00 14.50
5000 m/z 41.10 66.94%
‘ ‘ 127.0
197.0 296.0
0“w\,wwwmﬁﬁMM\m"H“H“_“W“H“H“H“_“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- P ——
57.0 14.00 14.50
m/z 85.05 50.01%
5000
0 “\ I JJ]-F?'}O 211.0 296.0
e A e e e e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 36 (DEL) Alkane: Cyclic14.572 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
14.572 3.49 ng/ul 76259  Acenaphthene-d1e 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 53
2 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24 013131-76-5 53
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 50
4 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 49
5 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 49

Abundance Scan 1954 (14.572 min): BG062968.D\data.ms (-1950) (- | m/z 69.10 100.00%

69.1
5000
157.1
T 7
236.2 400.3 467.1 531 14.50
0! m/z 111.10 87.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43613: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-,
111.0
55.0
5000 Ayt I :
14.50
m/z 57.10 83.58%
el 20
0‘\\\\’J\J\JL\“‘ \l\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43597: 1,3-Dimethyl-5-isobutylcyclohexane
69.0
T T
14.50
5000 m/z 56.10 71.81%
| e
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13234: 1,1,4-Trimethylcyclohexane 7
111.0 14.50
m/z 41.10 69.21%
5000 55.0 ﬁwwWMMAAwJNWﬂmbmwAJW
o_ﬂ\U,J’mJu‘ — —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Library Search Compound Report

Data File : BG@62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS vial : 32

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
15.342 6.00 ng/ul 131180  Acenaphthene-di10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 72

4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S
5 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S

1000309-19-0 64
1000309-19-7 59

Abundance Scan 2085 (15.341 min): BG062968.D\data.ms (-2082) (- | m/z 57.10 100.00%
57.1

5000

:

J gL 200.0 343.3 502 1500 1550
oW_MMwuHiw_ww_‘H_m‘w_" m/z 43.20 81.74%

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

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

X

5000
15.00 15.50
m/z 71.15 76.19%
0
0\\\ ‘\|\\J‘\A‘\J\l\\“\]_\8\3\0\2\\319‘(\)\2\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8638: Hexane, 3,3-dimethyl-
43.0
— —
15.00 15.50
5000 ITI/Z 41.10 71.72%
e
O e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #157264: Decane, 1-iodo- P —
57.0 15.00 15.50
m/z 85.15 62.21%
5000
’ 155.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Data Path :
Data File :
. 20

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

BGO62968.D
Sep 2024 8:00
JU/RC
: P3898-17ME
Sample Multiplier: 1

. 32

hod
le

ry

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

EPA-BGO91724 .MA.M

TIC Integration Parameters: LSCINT.P

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

Peak Number 38 unknown-06 Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
15.747 2.74 ng/ul 59801 Acenaphthene-d10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4'-Bromo-4-mercaptobiphenyl, S-t... 348 C17H17Br0S 1000470-32-2 10

2 Pivalamide, N-allyl- 141 C8H15NO 1000345-72-4 9
3 N(1)-(3-Methyl-1,2,4-oxadiazol-5... 211 C8H13N502 114212-84-9 9
4 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 9
5 Carbonic acid, decyl tetradecyl ... 398 C25H5003 1010383-16-3 9

Abundance Scan 2154 (15.747 min): BG062968.D\data.ms (-2152) (- | m/z 57.15 100.00%
57.1

5000 169.2

114.9

WMJIM u\\ 31%O 38?643§\ 15.50 16.00
|

o‘ Mo by e ey m/z 169.15

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #257248: 4'-Bromo-4-mercaptobiphenyl, S-trimethylacety
57.0
M)\/V\M
‘

5000 * T T
15.50 16.00
m/z 71.10 36.64%
184.0
O‘ T ‘1 ‘\\‘ T \]-‘174:.\0‘} “\\ T \J‘\ ‘ T \z‘e\ﬁ.\o\ ‘ T \\3:5?'\0\ T ‘ T TT
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21925: Pivalamide, N-allyl-
57.0
— —
15.50 16.00
5000 m/z 56.10 31.82%

141.0
o\'
miz-> 0 50 100 150 200 250 300 350 400

Abundance #88887: N(1)-(3-Methyl-1,2,4-oxadiazol-5-yl)-4-morpholin —— —
57.0 211.0 15.50 16.00

m/z 41.10

125.0
h AJ\NMWMMAJ&WMAﬁNMWMﬂ
4 ‘ \N ] ‘\“ ik |

0 LA S —— ——
miz--> 0 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 39 Benzophenone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.847 6.14 ng/ul 134092  Acenaphthene-di10 14.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 Benzophenone 182 C13H100 000119-61-9 86
3 Benzophenone 182 C13H100 000119-61-9 86
4 Benzophenone 182 C13H1e0 000119-61-9 76
5 Azobenzene 182 C12H1ON2 000103-33-3 74

Abundance Scan 2171 (15.847 min): BG062968.D\data.ms (-2167) (- | m/z 77.10 100.00%
7

1.1 105.1
182.1
5000

43, = Tl
153.2 15.50 16.00
0 H‘H‘“““"1“““‘1‘“““!‘,‘1“‘M““‘m‘w”‘u“m,m‘”“w‘;““‘ A 21132408 o 1e5.05  94.20%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 o g 1 Mg st
15.50 16.00

m/z 182.10  72.88%

27.0 “ || 1520
H‘HH“\H\‘\H”\’HH‘\H\‘\\H’H}‘\‘\H\‘\\H’HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #56926: Benzophenone
105.0

o

15.50 16.00
5000 77.0 182.0 m/z 51.85 51.89%
ol 27.0 bl 1520
R RN R Ra s S R AANARASRRAREERSERRRNAEES
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #56927: Benzophenone
105.0 15.50 16.00
m/z 50.10 20.37%
77.0 182.0
5000
152.0
LS. 4 N S S N —
m/z--> 20 40 60 80 100120140160 180200220 240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.205 7.79 ng/ul 215120  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heptadecane 240 C17H36 000629-78-7 92
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexadecane 226 C1l6H34 000544-76-3 90
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2232 (16.205 min): BG062968.D\data.ms (-2228) (- | m/z 57.10 100.00%

57.1
5000

1 2_2169.1
oL M LT 1, 23092996 8784 S04 0 4310 87.47%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane fLJJWWWAwJ\MWHAmﬂMWV
57.0
5000 I

7
16.00 16.50
m/z 41.10 71.80%

0 I .‘\ |\lllﬁ?’\0\1‘690 268.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123961: Heptadecane
57.0

T —
16.00 16.50
5000 m/z 71.10 58.37%
. 1301650 2400
R R AR AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane 7 7
57.0 16.00 16.50

m/z 85.20 58.30%

) ﬁWVMwmem%wavakkm
113.0
l‘ 1l Il\ |‘ { ‘\1690 2680

0 bt e e e e e e Rl il
miz--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS vial : 32

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.998 6.63 ng/ul 182889  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2367 (16.998 min): BG062968.D\data.ms (-2364) (- | m/z 57.10 100.00%
7.1
- WVWJ\L\W
13.1 17.00
"~ 166.0 265.7 :
- whm Lo 399021402057 3844 4/z 43.10  95.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
5000 T
17.00
m/z 71.10 72.68%
| L | | 3130 169.0 226.0
O\\\‘\“\1‘\1‘\“‘\‘1“\\“‘\1\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
P
17.00
5000 m/z 41.10 59.45%
13.0
‘ |”‘ | | /169.0 2250 282.0
(oL 0 A A i e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl- —
57.0 17.00
m/z 85.20 55.50%
5000
154.0
ob il 1200 [ 20 2810 AL
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 42 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
17.057 4.14 ng/ul 114301  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 45
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 45
3 Pentacosane 352 C25H52 000629-99-2 43
4 Heneicosane 296 C21H44 000629-94-7 43
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 43
Abundance Scan 2377 (17.057 min): BG062968.D\data.ms (-2373) (1 m/z 184.00 100.00%
57.1 184.0
5000
113.1 = ({E :
242.2 3175 441.1 511. :
0! m/z 57.15 92.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74004: Tetradecane
57.0
5000 —
17.00
m/z 71.10 77.06%
‘ } | 1130 1980
O‘\\\\l\‘\\\A\‘Hf'\‘\#“\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176405: Hexadecane, 2,6,10,14-tetramethyl-
57.0
RN \
17.00
5000 ITI/Z 43.15 56.27%
113.0
169.0
ok b Ly 2820
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262013: Pentacosane T ‘
57.0 17.00
m/z 85.10 39.19%
5000

-

113.0
o LT 1830230 020603520

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
17.739 5.40 ng/ul 148930  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Tetradecane 198 C14H30 000629-59-4 93
4 Tetradecane 198 C14H30 000629-59-4 92
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2493 (17.739 min): BG062968.D\data.ms (-2489) (- | m/z 57.10 100.00%

57.1
5000

T
17.50 18.00

- ‘\“ L ““ uifi2 1980239.4270.9 3320 380 .43 10 79.26%
miz--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane
57.0
5000 —— i
17.50 18.00

m/z 71.10 68.16%

9.0
14.0 | || [/, 141018302260
\\\\\\\[\\\f\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0

T
17.50 18.00

o

5000 m/z 85.10 49, 26%
AN Rout U I T N
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane T —
57.0 17.50 18.00

m/z 41.10 44.91%

5000
d 9.0 198.0
150 | | | ||, 1410

0P b by e S e — —
miz--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS vial : 32

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 44 Hexadecanoic acid, methyl e... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.989 11.64 ng/ul 321293 Phenanthrene-die 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 276 C17H3402 eo0112-39-0 94
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91

007132-64-1 86
005129-58-8 83

3 Pentadecanoic acid, methyl ester 256 C16H3202
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
Abundance Scan 2522 (17.909 min): BG062968.D\data.ms (-2518) (- | m/z 74.05 100.00%
74.0
5000
e
143.1 227.1 18.00
ol w‘u [N “‘ Al np 2839 3674 480 nm/z 87.10  76.33%
miz--> 100 150 200 250 300 350 400 450
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 41.15  38.23%
‘ ‘ 227.0
O \\\“‘\L‘\‘I\h“\‘\‘\\‘\\‘\‘\“\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109337: Tridecanoic acid, methyl ester
74.0
—
18.00
5000 ITI/Z 43.10 38.07%
H | 143.0 197.0
0 "U_W‘um_m_m_m_m_m_m_m
m/z--> 100 150 200 250 300 350 400 450
Abundance #143572: Pentadecanoic acid, methyl ester —
74.0 18.00
m/z 55.10 33.97%
h AM/\U\AMN
143
L R0 199 2560
0 ‘mJ_m‘um_m_m_m_m_m_m_m —
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
18.432 4.23 ng/ul 116826  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 91
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 2611 (18.432 min): BG062968.D\data.ms (-2607) (1 m/z 57.10 100.00%
57.1
o JWMAW
18.50
127.1 .
196.0
ol ALl Abdihr 960, 27633268 4L 4300 gg.00%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #90189: Pentadecane
57.0
5000 1
18.50
m/z 71.05 62.87%
80 2120
O \\\\"\1‘\“\“1‘\\“\\l“\\\\‘\l\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107221: Tridecane, 7-propyl-
43.0
—
18.50
5000 m/z 41.10 49,97%
140.0
o i e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl- —
43.( 18.50
m/z 85.05 49.78%
5000
126.0 183.0
Y O L
m/z--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 46 13-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.084 13.26 ng/ul 365927 Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96
2 Palmitoleic acid 254 C16H3002 000373-49-9 92
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 90
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 87
Abundance Scan 2722 (19.084 min): BG062968.D\data.ms (-2715) (- | m/z 55.10 100.00%
553.1
" WwMMMWWVJAkameva
264.3 —— :
’ \ 19.00
ob L ‘M 4 ,l“h“‘mw L W e L. 3429 4288 5060 .., 4110  69.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
5000 — ‘
19.00
H ’ 264.0 m/z 69.10  65.27%
O"lil’J!lhllﬂl ‘\\A\\‘\h\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140796: Palmitoleic acid
55.0
RN T
19.00
5000 m/z 43.10 54.28%
3&0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194422: 16-Octadecenoic acid, methyl ester —— ‘
55.0 19.00
m/z 74.10 47.21%
5000
264.0 jk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 47 Heptadecanoic acid, 16-meth... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.

19.219 4.89 ng/ul 135053  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 91
3 Methyl stearate 298 C19H3802 000112-61-8 91
4 Methyl stearate 298 C19H3802 000112-61-8 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
Abundance Scan 2745 (19.219 min): BG062968.D\data.ms (-2742) (- | m/z 74.05 100.00%

74.0
5000 J\

143.0 255.2 T T

19.00 19.50
0 m/z 87.10 76.65%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
5000 J\“ U
143.0 255.0 19.00 19.50

m/z 43.10 40.57%

‘ 199.0

o ‘,\‘J‘ \J‘ ‘;“m‘\ﬁ‘\ bl etk ! Loty ‘L‘ N —

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

Abundance  #126269: Tridecanoic acid, 12-methyl-, methyl ester
74.0

T T
19.00 19.50

o

5000 199.0 m/z 41.10 27.15%
143.0
p7. ‘ ‘
0 \% L ARRW 6 N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197275: Methyl stearate T T
74.0 19.00 19.50

m/z 55.10  26.05%

5000
143.0
| MM |, 19902550
Il ol ]

L L . L
L R L L L B

T 1
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50

o
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
20.177 2.39 ng/ul 77630  Chrysene-d12 21.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 72
3 Heptadecane 240 C17H36 000629-78-7 64
4 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 60
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58

Abundance Scan 2908 (20.177 min): BG062968.D\data.ms (-2905) (- | m/z 43.15 100.00%

43.1
5000

T T
20.00 20.50

32 2112
< 280.9 356.4 )
. ‘;“m“-ﬂhwlw‘nm gy T 2900 ATA9832 57 10 94.49%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141056: Octadecane
57.0
5000 — ——

20.00 20.50
m/z 85.10 54.78%

127.0
O‘\\\l ‘J\JH"\I"\F\‘\\‘"\'\]-\9\6‘.\9\2\5“4\'\()\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane

57.0

T —
20.00 20.50

5000 m/z 71.10 51.75%
o LT r0 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane T —
57.0 20.00 20.50

m/z 41.15 47.81%

) MW
11,8270 2400

O i A et e e e e e —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.164 7.78 ng/ul 252861  Chrysene-d12 21.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
2 1-Tetradecene 196 C14H28 001120-36-1 46
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 43
4 Heneicosane 296 C21H44 000629-94-7 38
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 38

Abundance Scan 3076 (21.164 min): BG062968.D\data.ms (-3071) (- | m/z 57.05 100.00%

57.0
5000
112.2

239.3 e e
21.00 21.50

“H 0 1830, ‘|29633548 431.1 514

ol W““‘_uwu“‘w“u“u“‘u“u“_“w o m/z 43.15 83.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45494: Undecane, 5-methyl-
43.0
5000 T ——

21.00 21.50
m/z 71.10 60.56%

112.0
O\“\"\‘\‘\1\“\i\\\J‘-\7\()\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71728: 1-Tetradecene
43.0

21.00 21.50
5000 ITI/Z 55.10 54.27%
7.0
H ‘ || 1960
ol b

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45485: 2,6-Dimethyldecane —— —

43.0 21.00 21.50

m/z 41.10 50.83%

5000
113.0
“ I ‘\ il | 170.0

L R — il
miz--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 50 Heptacosane, 1-chloro- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
21.687 2.23 ng/ul 72576  Chrysene-d12 21.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 70
2 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 64
3 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 64
4 Octacosane, 1l-iodo- 520 C28H57I 1000406-32-2 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 3165 (21.687 min): BG062968.D\data.ms (-3161) (- | m/z 57.10 100.00%
57.1
200 MM
55.1 él‘Sd ‘22‘00‘
. 299.3 - .
oh 'mlmlvn il ‘4‘288 A m/z 43.18  83.08%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 — —
21.50 22.00
m/z 71.10 69.10%
oL LLiAs50 2730 4140
‘\\\\‘\\\\‘\\\\[\\'\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #350465: Tetrapentacontane, 1,54-dibromo-
57.0
—— —
21.50 22.00
5000 m/z 85.20 43.09%
ol hfﬁo 253.0351.0443.0541.0 670.0  835.
e e T
miz--> 0 100 200 300 400 500 600 700 800 WM
Abundance #303744: Disulfide, di-tert-dodecyl ——— —
57.0 21.50 22.00
m/z 55.10  34.51%
5000
169.0
ol Lkl ] 402.0
e B B B o e e —
m/z--> 0 100 200 300 400 500 600 700 800 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 51 Oleic Acid Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
22.139 2.67 ng/ul 86918  Chrysene-d12 21.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 55
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 49
3 6-Octadecenoic acid 282 C18H3402 1000336-66-8 43
4 trans-9-Octadecenoic acid, penty... 352 C23H4402 1000405-19-1 38
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 38

Abundance Scan 3242 (22.139 min): BG062968.D\data.ms (-3238) (- | m/z 57.20 100.00%
57.2

264.1 j\MAW&MwMJ\J\WMMAWN

341.1 4439 543, 22.00 22.50
m/z 55.10  75.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176207: Oleic Acid
55.0

5000 —r— e
22.00 22.50

' H m/z 43.10 66.91%
” ||\ \I M I\ n .‘ M

264.0
‘\\‘\‘f” \\.\}‘\l\“\\{\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176224: 9-Octadecenoic acid, (E)- W
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22.00 22.50

5000

o

o
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' ‘ 264.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176211: 6-Octadecenoic acid F T
55.0 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc

ALS Vvial : 32 Sample Multiplier: 1

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

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

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

Peak Number 52 1H-Pyrido[3,4-b]indole, 2,3... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.257 7.36 ng/ul 239350  Chrysene-di12 21.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrido[3,4-b]indole, 2,3,4,9-... 228 C15H20N2 006649-77-0 64
2 1-Cyclopentyl-1-dimethyl(octyl)s... 284 C17H360Si 1000282-50-9 43
3 3,5-Bis(methylthio)pyridine 171 C7HONS2 070999-08-5 43
4 Ethanone, 1-(4-amino-2-methylami... 171 C6H9N30S 1000304-37-7 38
5 Nabumetone 228 C15H1602 042924-53-8 38

Abundance Scan 3262 (22.257 min): BG062968.D\data.ms (-3256) (- | m/z 171.10 100.00%

57.1 171.1
5000

L — L —
22.00 22.50
. nl{m\‘.j W;{\.‘\Li“ ‘ ‘\ 283.0 355.0 4435 549

bbbt e e e o e M/Z 57.10 85.19%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109460: 1H-Pyrido[3,4-bjindole, 2,3,4,9-tetrahydro-1-isg
171.0

5000 B s
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Abundance #179000: 1-Cyclopentyl-1-dimethyl(octyl)silyloxyethane
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269.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46747: 3,5-Bis(methylthio)pyridine T e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062968.D

Acqg On : 20 Sep 2024 8:00
Operator : JU/RC

Sample : P3898-17ME

Misc :

ALS Vvial : 32 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 5.882 6.2 ng/ul 86044 1 7.856 279469 20.0
(DEL) Alkane: S... 6.851 10.4 ng/ul 146075 1 7.856 279469 20.0
(DEL) Alkane: S... 6.910 6.5 ng/ul 91201 1 7.856 279469 20.0
Benzene, 1l-ethy... 6.951 11.8 ng/ul 164922 1 7.856 279469 20.0
Benzene, 1,2,3-... 7.081 7.2 ng/ul 100619 1 7.856 279469 20.0
Mesitylene 7.251 7.9 ng/ul 110005 1 7.856 279469 20.0
2-Nonanone, 9-[... 7.280 5.1 ng/ul 70920 1 7.856 279469 20.0
(DEL) Alkane: S... 7.486 54.4 ng/ul 760285 1 7.856 279469 20.0
(DEL) Alkane: S... 7.780 4.7 ng/ul 65948 1 7.856 279469 20.0
2,4-Nonadiyne 7.974 8.8 ng/ul 123646 1 7.856 279469 20.0
(DEL) Alkane: S... 8.050 3.7 ng/ul 52148 1 7.856 279469 20.0
Tricosyl triflu... 8.121 3.8 ng/ul 52742 1 7.856 279469 20.0
Benzene, 1-ethe... 8.226 4.2 ng/ul 58630 1 7.856 279469 20.0
Cyclohexanone, 8.279 17.9 ng/ul 250613 1 7.856 279469 20.0
unknown-01 8.326 4.6 ng/ul 64704 1 7.856 279469 20.0
(DEL) Alkane: S... 8.391 10.8 ng/ul 150307 1 7.856 279469 20.0
(DEL) Alkane: S... 8.450 5.1 ng/ul 71814 1 7.856 279469 20.0
Benzene, 1,4-di... 8.497 9.0 ng/ul 126289 1 7.856 279469 20.0
(DEL) Alkane: S... 8.620 9.4 ng/ul 131213 1 7.856 279469 20.0
3,3-Dimethyl-4-... 8.655 6.4 ng/ul 89655 1 7.856 279469 20.0
Benzene, 1-ethy... 8.808 5.6 ng/ul 78673 1 7.856 279469 20.0
p-Cymene 8.849 11.8 ng/ul 164199 1 7.856 279469 20.0
Carbonic acid, 9.084 39.4 ng/ul 549860 1 7.856 279469 20.0
unknown-02 9.207 7.2 ng/ul 100476 1 7.856 279469 20.0
unknown-03 11.023 4.3 ng/ul 279143 2 10.647 1288960 20.0
unknown-04 12.063 2.6 ng/ul 169618 2 10.647 1288960 20.0
(1S,7'S)-2,2-Di... 13.056 6.0 ng/ul 130597 3 14.490 437102 20.0
(DEL) Alkane: S... 13.314 6.1 ng/ul 134069 3 14.490 437102 20.0
unknown-05 13.532 4.1 ng/ul 88715 3 14.490 437102 20.0
Naphthalene, 1,... 13.661 8.6 ng/ul 186946 3 14.490 437102 20.0
Naphthalene, 2,... 13.808 5.9 ng/ul 129168 3 14.490 437102 20.0
(DEL) Alkane: S... 13.978 2.5 ng/ul 55742 3 14.490 437102 20.0
Naphthalene, 1,... 14.037 3.0 ng/ul 65712 3 14.490 437102 20.0
(DEL) Alkane: S... 14.390 5.5 ng/ul 120044 3 14.490 437102 20.90
(DEL) Alkane: C... 14.572 3.5 ng/ul 76259 3 14.490 437102 20.0
(DEL) Alkane: S 15.342 6.0 ng/ul 131180 3 14.490 437102 20.0
unknown-06 15.747 2.7 ng/ul 59801 3 14.490 437102 20.0
Benzophenone 15.847 6.1 ng/ul 134092 3 14.490 437102 20.0
(DEL) Alkane: S 16.205 7.8 ng/ul 215120 4 17.239 552099 20.0
(DEL) Alkane: S... 16.998 6.6 ng/ul 182889 4 17.239 552099 20.0
(DEL) Alkane: S... 17.057 4.1 ng/ul 114301 4 17.239 552099 20.0
(DEL) Alkane: S 17.739 5.4 ng/ul 148930 4 17.239 552099 20.0
Hexadecanoic ac... 17.909 11.6 ng/ul 321293 4 17.239 552099 20.0
(DEL) Alkane: S. 18.432 4.2 ng/ul 116826 4 17.239 552099 20.0
13-Octadecenoic... 19.084 13.3 ng/ul 365927 4 17.239 552099 20.0
Heptadecanoic a... 19.219 4.9 ng/ul 135053 4 17.239 552099 20.0
(DEL) Alkane: S... 20.177 2.4 ng/ul 77630 5 21.487 650419 20.0
(DEL) Alkane: S... 21.164 7.8 ng/ul 252861 5 21.487 650419 20.0
Heptacosane, 1-... 21.687 2.2 ng/ul 72576 5 21.487 650419 20.0
Oleic Acid 22.139 2.7 ng/ul 86918 5 21.487 650419 20.0
1H-Pyrido[3,4-b... 22.257 7.4 ng/ul 239350 5 21.487 650419 20.0
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