LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc :

ALS Vvial : 69 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BGO62878.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.034 147 161 168 rBv2 36728 106139 1.68% 0.321%
2 4.363 212 217 224 rBV 48527 68038 1.08% 0.206%
3  5.021 323 329 340 rVB 76742 119560 1.90% 0.361%
4 5.926 477 483 490 rBV3 42353 66468 1.06% 0.201%
5 6.214 521 532 541 rBV2 43256 90494  1.44% 0.273%
6 6.896 637 648 654 rBV5 48319 124771 1.98% 0.377%
7 6.954 654 658 661 rVw 50838 78792 1.25% 0.238%
8 6.995 662 665 670 rVW2 51271 74581 1.18% 0.225%
9 7.066 670 677 684 rVV3 167485 342685 5.44% 1.035%
10 7.230 695 705 711 rBV 72599 134692 2.14% 0.407%
11 7.295 711 716 718 rW 36236 60488 0.96% 0.183%
12 7.330 718 722 730 rVV 84720 143763 2.28% 0.434%
13 7.436 734 740 750 rVW 104665 197092 3.13% 0.595%
14 7.530 750 756 765 rVB2 311993 576145 9.15% 1.740%
15 7.900 811 819 824 rVB2 146379 302826 4.81% 0.915%
16 7.965 824 830 835 rBv4 42052 78342 1.24% 0.237%
17 8.018 835 839 847 rVB3 36834 64533 1.02% ©.195%
18 8.329 886 892 898 rBV 1015569 1635497 25.96% 4.940%
19 8.435 906 910 916 rVB4 61912 113004 1.79% 0.341%
20 8.494 916 920 922 rBv2 49907 68055 1.08% 0.206%
21 8.541 922 928 929 rBV2 52442 83761 1.33% 0.253%
22 8.605 935 939 945 rVB 157987 261059 4.14% 0.789%
23  8.670 945 950 952 rBV2 72631 108056 1.72%  0.326%
24 8.699 952 955 963 rVB 76852 129121 2.05% ©.390%
25 8.899 984 989 998 rVB3 66775 139539  2.22% 0.421%
26 9.011 998 1008 1011 rBV3 83564 185170 2.94%  ©.559%
27 9.052 1011 1015 1021 rVB 97599 161656 2.57% ©0.488%
28 9.128 1021 1028 1034 rVB 350279 532426 8.45% 1.608%
29 9.216 1037 1043 1046 rBV 45164 81827 1.30% 0.247%
30 9.246 1046 1048 1055 rVB4 41518 74224 1.18% 0.224%
31 9.334 1055 1063 1066 rBV6 34972 81632 1.30% 0.247%
32 9.481 1081 1088 1092 rBV4 32828 61198 0.97% 0.185%
33 9.528 1092 1096 1101 rVVv5 29149 67005 1.06% 0.202%
34 9.616 1102 1111 1116 rVB2 79908 189348 3.01% 0.572%
35 9.769 1129 1137 1143 rBV4 138932 325086 5.16% 0.982%
36 9.833 1143 1148 1153 rVB4 41426 70526 1.12% 0.213%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc :

ALS Vvial : 69 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
37 9.974 1169 1172 1177 rVB4 38757 62836 1.00% ©0.190%
38 10.121 1188 1197 1201 rBV5 33680 80673 1.28% 0.244%
39 10.192 1205 1209 1213 rVV 46504 62555 0.99% 0.189%
40 10.315 1225 1230 1237 rVB 161214 296334 4.70% 0.895%
41 10.386 1237 1242 1248 rBv4 38189 611706 ©.97% ©0.185%
42 10.685 1283 1293 1300 rBV3 417521 918852 14.59% 2.775%
43 10.820 1308 1316 1327 rBV3 176913 449113 7.13% 1.357%
44 10.979 1336 1343 1352 rVB2 33913 76488 1.21% 0.231%
45 11.719 1463 1469 1477 rBV5 35726 66063 1.05% 0.200%
46 12.113 1530 1536 1546 rVB 108452 171250 2.72% 0.517%
47 12.348 1569 1576 1582 rVB 80321 146008 2.32% 0.441%
48 12.571 1609 1614 1623 rVB 47609 92060 1.46% 0.278%
49 13.359 1741 1748 1755 rVB 140754 219616 3.49% 0.663%
50 13.558 1778 1782 1785 rBV 38633 62928 1.00% 0.190%
51 13.705 1798 1807 1813 rBV4 88719 234639 3.72% 0.709%
52 13.846 1825 1831 1837 rBV 104982 221771 3.52% 0.670%
53 13.899 1837 1840 1841 rVWV 83865 92927 1.48% 0.281%
54 13.934 1841 1846 1852 rVB 334758 520194 8.26% 1.571%
55 14.087 1868 1872 1876 rvV 49749 81778 1.30% 0.247%
56 14.222 1888 1895 1906 rVB 372513 607250 9.64%  1.834%
57 14.428 1925 1930 1935 rBV 178300 237995 3.78% 0.719%
58 14.528 1939 1947 1953 rVV 448601 740982 11.76%  2.238%
59 14.610 1957 1961 1967 rVV3 77186 133889 2.13% 0.404%
60 14.733 1976 1982 1992 rVV3 186947 390675 6.20% 1.180%
61 14.927 2011 2015 2021 rVV2 85422 153696 2.44% 0.464%
62 15.004 2021 2028 2032 rVV3 64036 121751 1.93% 0.368%
63 15.051 2032 2036 2043 rVB6 42015 86173 1.37% 0.260%
64 15.156 2048 2054 2059 rVV2 418216 666934 10.59% 2.014%
65 15.198 2059 2061 2066 rVV 54833 68064 1.08% 0.206%
66 15.315 2074 2081 2084 rVV4 40720 93368 1.48% 0.282%
67 15.380 2088 2092 2097 rVB 186085 239400 3.80% 0.723%
68 15.521 2111 2116 2122 rVB 485659 702323 11.15% 2.121%
69 15.638 2128 2136 2142 rBV3 150475 274823 4.36% 0.830%
70 15.785 2156 2161 2166 rVB2 69405 113914 1.81% 0.344%
71 15.885 2173 2178 2183 rVB3 84634 142501 2.26% 0.430%
72 15.997 2193 2197 2208 rVB7 38656 86357 1.37% 0.261%
73 16.243 2234 2239 2248 rVV2 243847 422978 6.71% 1.278%
74 16.937 2349 2357 2367 rBV 4064179 6299375 100.00% 19.027%
75 17.031 2369 2373 2378 rVWW 227627 328694 5.22% 0.993%

76 17.089 2379 2383 2393 rVB2 119992 215746 3.42% 0.652%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc :

ALS Vvial : 69 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
77 17.277 2409 2415 2420 rBV 597612 903771 14.35% 2.730%
78 17.377 2426 2432 2441 rVB 579054 895608 14.22% 2.705%
79 17.771 2495 2499 2504 rVB 220646 267135 4.24% 0.807%
80 17.853 2509 2513 2517 rBV 63051 88618 1.41% 0.268%
81 17.941 2524 2528 2533 rVB 98689 127274 2.02% ©.384%
82 18.000 2533 2538 2544 rBV 51419 99411 1.58% 0.300%
83 18.165 2560 2566 2570 rBV3 177175 301792  4.79% 0.912%
84 18.464 2613 2617 2626 rBV 192064 253389 4.02% ©.765%
85 19.093 2721 2724 2726 rBV 135742 162392 2.58% 0.490%
86 19.252 2747 2751 2757 rVB3 84293 111442 1.77% 0.337%
87 19.663 2815 2821 2826 rBV 852004 1241429 19.71% 3.750%
88 19.869 2849 2856 2863 rBV 20154 65505 1.04% ©0.198%
89 20.203 2910 2913 2917 rVB 118683 133186 2.11% 0.402%
990 20.697 2993 2997 3001 rBV 99304 115087 1.83% 0.348%
91 21.191 3076 3081 3092 rVB2 429811 591984 9.40% 1.788%
92 21.520 3129 3137 3143 rBV2 724656 1177939 18.70% 3.558%
93 21.713 3166 3170 3177 rVB 88242 134611 2.14% 0.407%
94 22.172 3243 3248 3256 rVB 164217 273183 4.34% 0.825%
95 22.301 3263 3270 3279 rVB4 123658 244561 3.88% ©.739%
96 22.947 3377 3380 3389 rVB2 53335 92735 1.47% ©.280%
97 23.705 3505 3509 3518 rVB2 44398 95733 1.52% ©.289%
98 24.375 3613 3623 3633 rBV 477644 1226182 19.47% 3.704%
99 24.587 3649 3659 3676 rVB 495744 1381473 21.93% 4.173%
100 25.656 3833 3841 3848 rBV6 28623 81965 1.30% 0.248%
Sum of corrected areas: 33108147
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

Abundance TIC: BG062878.D\data.ms
4000000

3500000
3000000
2500000
2000000

1500000

8.329

1000000

500000 7530 10.685

- 4034.363 5021 5.926.214 W&Jﬁﬁ% 79 11.718218%898571

O\\\‘\\\\T\j_Y_r\‘\\\\‘\\\\‘\\\\—’_r\\\‘\\\\‘\\‘\\\\ \\\\‘\\/\\J\/\\‘\\\\\\\\ \\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 800 850 9.00 9.50 1000 10.50 1100 11.50 12.00 12.50

Abundance TIC: BG062878.D\data.ms
4000000 16.937

3500000
3000000
2500000
2000000
1500000

1000000 19.663
1123877

ZEOM&%M 117 168.464 19,093,

21.520
21.191

500000

13. 9.869-20320.697 1.713222 801

0“"‘{""‘“"""""“"""""“""""‘“""""‘“"""""“""“““““““““‘77777

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG062878.D\data.ms
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000 24.33%87

2.947 23.705 J 25.656

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 1 Butanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.034 7.01 ng/ul 106139 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 72
2 Butanoic acid 88 (C4H802 000107-92-6 64
3 Butanoic acid 88 (C4H802 000107-92-6 50
4 Butanoic acid 88 (C4H802 000107-92-6 50
5 Pentanoic acid 102 C5H1002 000109-52-4 42

Abundance Scan 161 (4.034 min): BG062878.D\data.ms (-147) (-) m/z 60.10 100.00%

60.1
5000
421 73.0

H 85.9 3.80 4.00 4.20 4.40
“‘H““H“‘um““w““u“upm““w““w m/z 73.00 35.65%

m/z--> 10 20 30 40 60 70 80 90
Abundance #2273: Butan0|c acid
60.0
5000

27.0 3.80 4.00 4.20 4.40
41.0 m/z 42.10 31.28%

so Ul e
T ‘ L \ T ‘ T T ‘ TTT \ ‘ TTTT ‘ TTTT \ TTT ‘ T TT ‘ TTTT ‘ T 1T
m/z--> 10 20 30 60 70 80 90
Abundance #2274. Butanoic acid
60.0

3.80 4.00 4.20 4.40

o

o

5000 ITI z 41.10 26.44%
27.0 410 73.0
0. 180 .0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2275: Butanoic acid
60.0 3.80 4.00 4.20 4.40

m/z 45.10  23.27%

5000
73.0
270 410
180 | oo 88.0  y

m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62878.D

Acqg On : 16 Sep 2024 13:07

Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 3-Pentanone, 2,4-dimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
4.363 4.49 ng/ul 68038 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
2 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
3 2,3-Pentanedione, 4-methyl- 114 C6H1002 007493-58-5 72
4 2,3-Hexanedione 114 C6H1002 003848-24-6 72
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 53

Abundance Scan 217 (4.363 min): BG062878.D\data.ms (-212) (-) m/z 43.05 100.00%
5000
71.1
R ARRRARRRSEEERREAEE S
4.00 4.20 4.40 4.60
114.1
0 02 858 m/z 71.10 27.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8580: 3-Pentanone, 2,4-dimethyl-
43.0
5000 \m\u‘/\\\u‘uu‘uu‘\
71.0 4.00 4.20 4.40 4.60
27.0 m/z 41.10 26.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8577: 3-Pentanone, 2,4-dimethyl-
43.0
4.00 4.20 4.40 4.60
5000 m/z 39.10 13.99%
27.0 710
ol 140 “‘ | 560 ‘ 85.0 99.0 1140
L e R e ARRRRRRRRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8176: 2,3-Pentanedione, 4-methyl-
43.0 4.00 4.20 4.40 4.60
m/z 70.00 7.50%
5000
27.0 71.0
ol 140 . 580 85.0 114.0 T
P e A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.021 7.90 ng/ul 119560 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
4 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 329 (5.021 min): BG062878.D\data.ms (-323) (-) m/z 43.10 100.00%
3.1
590.1
5000
101.1
‘ 711 830 4.60 4.80 5.00 5.20 5.40
Obrreprrreprrrr el i P O30 e m/z 59.10 54.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 RN R R R R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.48%
0 31\'0 Ly | 83.0 |
\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
Rmaas e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14.07%
59.0
101.0
0 20 H 710 830 7
e e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- e e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.14%
5000 59.0
15.0 101.0
0"‘_JH"Hﬁ#?uqhm‘_‘m“u‘_‘u?%QW“mJH“_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
5.926 4.39 ng/ul 66468 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Nonane 128 C9H20 000111-84-2 81
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
4 Octane 114 C8H18 000111-65-9 53
5 Octane 114 C8H18 000111-65-9 53
Abundance Scan 483 (5.926 min): BG062878.D\data.ms (-477) (-) m/z 43.10 100.00%
17 571
5000
1
71.1 85
H | H “ ‘1061 128.1 5.60 5.80 6.00 6.20 .
oH,‘WWWH‘wuwm‘mu_m‘Hu:_uwwww m/z 57.18  79.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
.
5000 L L B I L R
29.0 5.60 5.80 6.00 6.20
71.0 85.0 m/z 41.10 63.29%
stso || w0 o
H’\\H‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5.60 5.80 6.00 6.20
5000 m/z 85.10 30.45%
29.0 710 850
99.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 (\
Abundance #8646: Hexane, 2,4-dimethyl- SA 1 T N W 8
43.0 5.60 5.80 6.00 6.20
57.0
m/z 56.10 24.09%
85.0
5000
29.0 71.0
A TN 1. 3 N O PO A N . 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 5 Hexylene glycol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.214 5.98 ng/ul 90494  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 Hexylene glycol 118 C6H1402 000107-41-5 90
3 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 83
4 Hexylene glycol 118 C6H1402 000107-41-5 83
5 Hexylene glycol 118 C6H1402 000107-41-5 78
Abundance Scan 532 (6.214 min): BG062878.D\data.ms (-521) (-) m/z 59.10 100.00%
59.1
43.1
5000

851 T R e

| M 711 ‘ 103.2 5.80 6.00 6.20 6.40 6.60

O e e e e e e m/z 43.10 76.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10017: Hexylene glycol
43.0 59.0
N

5000 A B AL
5.80 6.00 6.20 6.40 6.60

m/z 56.10  27.52%

85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10020: Hexylene glycol
59.0
43.0

5.80 6.00 6.20 6.40 6.60
5000 m/z 41.10 23.34%

310
so O =0
1 I
‘H‘H“_‘H“H‘_“W‘H“H‘w“H‘H“W‘H,‘H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol
59.0

5.80 6.00 6.20 6.40 6.60
43.0 m/z 45.10 22.46%

o

o

5000

15.0 31‘ 0 110 85“0 103.0
o S MHW‘ Ul 720 | SN 1. N
[ [ [ \ [ \ [ [ I I I I I I [ I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 6 1H-1,2,3,4-Tetrazol-5-ylmet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.896 8.24 ng/ul 124771 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,2,3,4-Tetrazol-5-ylmethanamine 99 C2H5N5 031602-63-8 53
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
3 Octane, 2,3-dimethyl- 142 C1leH22 007146-60-3 47
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 47
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 47
Abundance Scan 648 (6.896 min): BG062878.D\data.ms (-637) (-) m/z 57.10 100.00%
57.1
s S UL
‘ ‘ 120.1 6.60 6.80 7.00 7.20
A ““l“ m/z 43.10  73.64%

m/z--> 100 120 140 160
Abundance #3850 1H 1 2 3, 4 Tetrazol -5-ylmethanamine

5000 e M
6.60 6.80 7.00 7.20
710

m/z 41.05 61.23%

O T ‘ T \ \ \ ‘ T \ \ T ‘ \ T \ ‘ L ‘ L ‘ L ‘ L
m/z--> 100 120 140 160
Abundance #92373. Heptane, 1,1'-oxybis-
57.0

6.60 6.80 7.00 7.20

5000 ITI/Z 91.10 40.59%
‘ 97.0
(MSNSSSVSN | My N L CONNN. ¥ £ 811
m/z--> 20 40 60 80 100 120 140 160 /\/\/\ A
Abundance #22101: Octane, 2,3-dimethyl-  ARARmE R
57.0 6.60 6.80 7.00 7.20

m/z 71.10 36.76%

5000 98.0

39
ol140 | || Hﬂ \‘%o | 142.0
LU REIMRUL NI MR € €0 N U . SN e enan W LTLIS RIS

I
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.954 5.20 ng/ul 78792  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 83
2 Hexadecane 226 C16H34 000544-76-3 80
3 Decane, 2-methyl- 156 C11H24 006975-98-0 78
4 Nonane, 2-methyl- 142 C1OH22 000871-83-0 78
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 658 (6.954 min): BG062878.D\data.ms (-654) (-) m/z 57.10 100.00%

57.1
5000 M
85.1

6.60 6.80 7.00 7.20
127.2
"m"WH‘_‘A“ww‘u““HH‘HH_Mwwwwm m/z 43.10  98.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22074: Nonane, 2-methyl-
43.0
Non

5000 6.0 6.50 7.00 720
71.0

m/z 41.10 56.18%

98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

6.60 6.80 7.00 7.20

o

o

5000 m/z 71.10 45.79%
290 85.0
0 ‘_M“ b ol 47230, 1410 1690 1070 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33088: Decane, 2-methyl- “’q R RS AREEEEREA

43.0 6.60 6.80 7.00 7.20
m/z 42.10 23.97%

5000 71.0
113.0

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 8 Benzene, 1l-ethyl-4-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.995 4.93 ng/ul 74581  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 665 (6.995 min): BG062878.D\data.ms (-662) (-) m/z 105.10 100.00%

106.1
5000
120.1

0 | 630 770 910 6.60 6.80 7.00 7.20 7.40
Obrrererrrre el i o bt mjz 120,10 30.39%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 /\J\

Abundance #10727: Benzene, 1-ethyl-4-methyl
105.0

5000 | L RLBLRL N B I
6.60 6.80 7.00 7.20 7.40
120.0 9
79.0 m/z 91.05 11.22%
39.0 65.0
O\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\‘\\‘\\\‘\“\\\\95\0\\‘\‘\1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 /\/\ A
‘\\\\‘\\\\‘\\\\‘\\\\‘A\\/
6.60 6.80 7.00 7.20 7.40
5000 m/z 79.10 10.35%
120.0
510 77.0 91.0
b 2 ederpor S bbbl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl- _“‘_“‘_“‘_“‘_‘

105.0 6.60 6.80 7.00 7.20 7.40
m/z 77.00 9.79%

5000
120.0
39.0 77.0 91.0
L2600 w0 70O

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, 1l-ethyl-2-methyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.295 3.99 ng/ul 60488 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 716 (7.295 min): BG062878.D\data.ms (-711) (-) m/z 105.05 100.00%
105.1
5000
120.1
771 L L L L B R L L
51.1 64,0 ‘ 91 ! 7.00 7.20 7.40 7.60

oH_m,w,m,w_mmwH!‘Mm_leww‘uw m/z 120.10  31.01%

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

Abundance #10724: Benzene, 1-ethyl-2-methyl-

105.0
7.00 7.20 7.40 7.60
770 910 120.0 m/z 77.10 17.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 15.02%
120.0
510 77.0 91.0 ‘
PR .Y Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 /\/\ /\ /\
Abundance #10727: Benzene, 1-ethyl-4-methyl- A A e
105.0 7.00 7.20 7.40 7.60
m/z 79.10 14.31%
5000
79.0 120.0
39.0 65.0 H 9 0
Ol rrreprrepreberr et e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 10 2-Heptanone, 4,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.330 9.49 ng/ul 143763  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 86
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 49
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 46
4 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 45
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 43
Abundance Scan 722 (7.330 min): BG062878.D\data.ms (-718) (-) m/z 43.10 100.00%
58.1
5000
85.1
H 7.00 7.20 7.40 7.60
109.1

owaH_H“‘MHW‘J‘_H“Mm_‘”wwwwwﬁaﬂzu m/z 58.10  52.48%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #23062: 2-Heptanone, 4,6-dimethyl-

43.0
58.0
5000 L L B IR I R
85.0 7.00 7.20 7.40 7.60
m/z 69.10  31.14%
b bl b 1980 170
H‘HH‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8504: 2-Hexanone, 5-methyl-
43.0
A BamasE e
7.00 7.20 7.40 7.60
5000 m/z 41.10 30.27%
58.0
27.0
, Il 8509901140
‘w‘HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_‘H_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8627: Hexane, 3-ethyl- RARENEEEE RS
43.0 7.00 7.20 7.40 7.60
m/z 85.10  27.47%
5000 85.0
29 0 57.0 71.0
0., 150 “ o 114.0
‘w‘HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HHM‘HMH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.530  38.05 ng/ul 576145 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Decane 142 C10H22 000124-18-5 83
3 Decane 142 C1leH22 000124-18-5 83
4 Nonane 128 C9H20 000111-84-2 78
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 78
Abundance Scan 756 (7.530 min): BG062878.D\data.ms (-750) (-) m/z 57.05 100.00%
57.0
5000
85.1
7.20 7.40 7.60 7.80
131 1422
0 m/z 43.10  99.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
5000
71.0 7.20 7.40 7.60 7.80
m/z 41.10 59.07%
L) femo o
0\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
T T
7.20 7.40 7.60 7.80
5000 m/z 71.10 34.45%
71.0
0204990“202070
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane
43.0 7.20 7.40 7.60 7.80
m/z 85.10 25.15%
5000
71.0
o‘1‘5‘9‘\‘\‘m‘h"\1"H‘_\‘?29“‘_ﬁ‘ﬁ%?www /kﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 12 1-Hexanol, 2-ethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.965 5.17 ng/ul 78342  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
2 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 59
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 50
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 830 (7.965 min): BG062878.D\data.ms (-824) (-) m/z 57.10 100.00%
57.1
5000 @

‘ “‘“83'1 1122 7.60 7.80 8.00 8.20
bbbl W8l e m/z 43.05  53.15%

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

Abundance #15691: 1-Hexanol, 2-ethyl-

57.0
5000 U L LA B B B
26.0 7.60 7.80 8.00 8.20
’ 83.0 m/z 41.05 44.47%
O\H\‘\H\H‘H‘ ‘\\H“HH‘HH‘HH‘\H\‘\H\‘H\\‘\\H‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43530: 1-Decene, 2,4-dimethyl-
57.0
RRRNENEEELE S e
83.0 7.60 7.80 8.00 8.20
5000 m/z 55.10 29.04%
29.0
112.0
S 0 O P 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126387: Octane, 1,1'-oxybis-
57.0 7.60 7.80 8.00 8.20
m/z 71.10 20.59%
5000
84.0
29.0 112.0
b L 1430 1090 2as
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 13 Benzene, 1,2,4-trimethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.018 4.26 ng/ul 64533 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 87
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 86
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 83
Abundance Scan 839 (8.018 min): BG062878.D\data.ms (-835) (-) m/z 105.10 100.00%
105.1
5000
120.1 /\ /\/\
REaar e A REERa Y
510 77‘-0 91"1 7.60 7.80 8.00 8.20 8.40
Obrperrereereprerbtrertber el b Ll gz 120,10 35.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0 A A
7.60 7.80 8.00 8.20 8.40
28.0 610 770 910 m/z 91.10 15.50%
0 \\%ﬁ‘.\c\)‘H\‘!‘\H\‘i‘\\H}“\HH‘\‘H‘H\M‘\H\“‘\\H‘i‘H\‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
7.60 7.80 8.00 8.20 8.40
120.0 m/z 77.80  13.32%
5000 . + 244
77.0
51.0 91.0
0 H"H"%7(9H“_mi‘iww‘uw“1“‘H‘“HH“‘11“”“““‘””,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 7.60 7.80 8.00 8.20 8.40
m/z 103.00 12.16%
5000
120.0
510 77.0 91.0 ‘ /\(\
0 \\‘\u\‘%Zf?u\“\\uHi.w\\HHH‘m1‘1“\uH“l\u‘1‘\1\‘”‘\‘\“‘””‘” ‘\\H‘Aum‘mw/‘mw’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62878.D

Acqg On : 16 Sep 2024 13:07

Operator JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.329 108.02 ng/ul 1635500 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 58
Abundance Scan 892 (8.329 min): BG062878.D\data.ms (-886) (-) m/z 83.10 100.00%
3.1
5000 55.1
39/1
140.1 R
‘ 981 8.00 8.20 8.40 8.60
Ol sl b 9B 12212 L 6910 51.69%
miz--> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 410 T T T [T T
56.0 8.00 8.20 8.40 8.60
140.0 m/z 55.10  49.35%
125.0
miz-> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
8.00 8.20 8.40 8.60
5000 m/z 56.10 42.13%
55.0
140.0
39‘0 125.0
o X Y R A I N
m/iz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- R EE R AR
83.0 8.00 8.20 8.40 8.60
m/z 41.10 41.36%
5000
55.0
80 12':':0140'0
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.435 7.46 ng/ul 113004 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 64
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 58
3 Decane, 5-methyl- 156 C1l1H24 013151-35-4 53
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 53
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 50
Abundance Scan 910 (8.435 min): BG062878.D\data.ms (-906) (-) m/z 57.10 100.00%
57.1
5000 411 105.0
85.1
R REamaRamas e o
| H ‘ 1341 8.20 8.40 8.60 8.80
0 ,““;Mu‘w“‘ﬁ‘mu“uehuh““ e m/z 43.10 65.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33091: Decane, 5-methyl-
57.0
5000 410 L B L L I LN L
85.0 8.20 8.40 8.60 8.80
m/z 105.00  41.75%
0 T \‘1 TT ‘i ‘} T \“H “ T \H‘\ | ! TT \“‘ \1\1\2 \O‘ T \1\4‘0 \0\1\5\6 ‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #14532: Heptane, 4-ethyl-
43.0
S EA VAR BTN
8.20 8.40 8.60 8.80
5000 m/z 41.10 41.07%
27.0 85.0
0 H ‘ ‘\ AN 69\\\0 H 128 O
4 “““““ “““““ ]
m/iz--> 20 40 100 120 140 160
Abundance #33084.Decane,5—methyh R RRERRE AR e
57.0 8.20 8.40 8.60 8.80
m/z 85.10 29.39%
5000
41)0 85.0
ol | 1m0 aaeasso AL JWT Ll
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.494 4.49 ng/ul 68055 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 72
2 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 64
3 4-Methyl-3-heptanol, trifluorocac... 226 C10H17F302 1000365-51-8 64
4 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 64
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59

Abundance Scan 920 (8.494 min): BG062878.D\data.ms (-916) (-) m/z 71.10 100.00%

43.0 711
5000
112.1 \H\‘HH‘HH‘H\M/\A
‘ ‘ 8.20 8.40 8.60 8.80
0 H"m“‘M;HJu‘J“",m,m‘,w,wwww m/z 43.85 96.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 L L L L BN R
8.20 8.40 8.60 8.80
112.0 m/z 57.10 72.09%
O \\\‘\‘1\\H}\\‘h“f!‘f\‘\‘\\\’\\‘1‘\’\\\\’\]\_5\\6’(\)\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate
43.0 71.0
 RAansEE
8.20 8.40 8.60 8.80
5000 m/z 41.10 49.,66%
119.0
‘H‘H“_‘H“H‘_“w‘u‘,u‘w“u,u“_‘u“u‘_
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #106105.4—MethyL3—heptanoLtnﬂuoroaceuﬂe e AREEE N e
43.0 71.0 8.20 8.40 8.60 8.80
m/z 70.10 30.71%
5000
112.0
o150 L | 1540 1960
R B s T ARk naasa s B e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
8.541 5.53 ng/ul 83761 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 93
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1eH14 076089-59-3 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1loH14 001758-88-9 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 928 (8.541 min): BG062878.D\data.ms (-922) (-) m/z 119.10 100.00%
119.1
5000 91.1
(PPN L A
391 651 L 135.1 8.20 8.40 8.60 8.80
) R A ! S ‘M 1] Wil m/z 165.10  52.65%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 \\\‘\\\\’\\\\‘\\\\‘/\\\J\\T/‘\\
8.20 8.40 8.60 8.80
910 m/z 91.10 51.03%
T ‘ T \]-\5‘\.0‘ T ‘\ \3’\9“.‘? T ‘“ T ’Gf‘)‘.\()\ \‘H‘ T \‘\. T “1“\ \m‘l T \J-\‘?.‘CJ\
miz--> 0 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 43.61%
91.0
410 650 135.0
) S | vl R R e
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- \““H‘,‘H“‘H“H“‘
119.0 8.20 8.40 8.60 8.80
m/z 77.10 17.28%
5000
91.0
1s0 0 80 T 145-0
0— e e e
m/z--> 0 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.670 7.14 ng/ul 108056 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 72
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
5 Octane, 2-methyl- 128 C9H20 003221-61-2 43

Abundance Scan 950 (8.670 min): BG062878.D\data.ms (-945) (-) m/z 57.10 100.00%

57.1
5000 85.1
‘ | 1261 8.40 8.60 8.80 9.00
bl wyz 43.10 71.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33085: Decane, 3-methyl-
57.0
5000 LB L L I B R R
26.0 85.0 8.40 8.60 8.80 9.00
m/z 71.10 66.19%
126.0
‘ ‘ ‘ I \‘\ | I 156.0
O\\\‘\i\\“\\\"\\\\“1‘\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 61.62%
113.0
0 ““‘J“\M“Mu“m ‘MJ“““N“uh;éev9“““%?379“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester B s R AR
57.0 8.40 8.60 8.80 9.00
m/z 85.10 46.23%
5000 85.0
290.0 ‘ 113.0
0“‘_d‘qﬁ‘w\\ﬁ‘pm"_“W“H“H‘_“W“H“ I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 19 Benzene, 1-methyl-4-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.699 8.53 ng/ul 129121 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 60
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 55
3 2-Tolyloxirane 134 C9H100 002783-26-8 53
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 50
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 49
Abundance Scan 955 (8.699 min): BG062878.D\data.ms (-952) (-) m/z 105.10 100.00%
105.1
5000 59.1 /J\
134.1 ML M A
391 ‘ 77.0 ‘ 8.40 8.60 8.80 9.00
Y — ‘wn‘iw“WW‘Mﬁ‘ NU“H““MgM“ m/z 59.18  37.34%

m/z--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000

8.40 8.60 8.80 9.00

134.0 m/z 134.85 21.90%
77.0
O\\\‘2\7\9\“\5\1‘\()\‘\‘\\\M[\!‘\\““\\‘\“\\\‘\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
R RARREEEEEE L
8.40 8.60 8.80 9.00
5000 ITI z 58.10 17.51%
134.0
270 sto  TT0 |
o-————~t— e e
m/z--> 20 40 60 80 100 120 140
Abundance #17529: 2-Tolyloxirane
105.0 8.40 8.60 8.80 9.00

m/z 103.10  13.12%

5000
134.0
oL 270 5L [ | ]y

m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62878.D

Acqg On : 16 Sep 2024 13:07

Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.899 9.22 ng/ul 139539  1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 70
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 62
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 62
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 62
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 62
Abundance Scan 989 (8.899 min): BG062878.D\data.ms (-984) (-) m/z 119.10 100.00%
119.1
5000
57.1
91.1
39
‘ 411 8.60 8.80 9.00 9.20
O ' m/z 57.18  37.23%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 L L B L BN
8.60 8.80 9.00 9.20
m/z 43.10 33.70%
390 g5 910
O \‘\\1\5\(‘)\‘\\\“‘\\‘\‘\“\‘\\\“\\‘\\"\\w‘}\\\‘\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
RN N aa
8.60 8.80 9.00 9.20
5000 m/z 41.10 33.33%
150 390 65.0 91.0
0 “H“‘““H“‘H‘“M,HH‘H‘H"H‘;“lum‘uu_
m/z--> 0 20 60 80 100 120 140 160
Abundance #17073.Benzene,24ﬂhyL1A~dHneﬂwL e aEAEREEE SR e
119.0 8.60 8.80 9.00 9.20
m/z 91.10 26.30%
5000
91.0
0 15.0 390 65.0 L ‘ ‘ ul
TR M B o
m/z--> 0 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.128 35.16 ng/ul 532426 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90
3 Undecane 156 C11H24 001120-21-4 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 1028 (9.128 min): BG062878.D\data.ms (-1021) (-) m/z 57.10 100.00%

57.1
5000
85.1
N A RREERESEESEE S
‘ H 1131 156.2 8.80 9.00 9.20 9.40
0 ‘_"““‘um_J‘m1"w_‘m‘m"m"w_ww_m m/z 43.10  93.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
5000 L B A B R B |
71.0 8.80 9.00 9.20 9.40
m/z 41.10 53.89%
O T T \H!“ T \“i T ‘ 1‘\\9\%‘.9\ \‘\]-‘2\?;0\‘ \]\-\5}6‘.(\)\ TT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
e BaEaE e
8.80 9.00 9.20 9.40
5000 m/z 71.10 44 ,34%
85.0
29.0
ol Ll h ‘h‘ M10 1540 1820  207¢
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\\
Abundance #33081: Undecane R e AREARE
57.0 8.80 9.00 9.20 9.40
m/z 85.10 26.22%
5000
290 85.0
0 “ | ‘ H \‘ \‘ Il 113.0 156.0
L B e B e B B L e PP TR T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40

SFAM-EPA-BGO90924.MA.M Tue Sep 17 ©09:03:39 2024 Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 22 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.216 5.40 ng/ul 81827 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 38
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 35
3 3-Dodecyloxypropanoic acid, Me d... 272 C16H3203 1000497-89-8 32
4 (2R,3R,4S,5S5,6R)-2-Hexoxy-6-(hyd... 320 C16H3206 124044-08-2 32
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 25

Abundance Scan 1043 (9.216 min): BG062878.D\data.ms (-1037) (-) m/z 73.10 100.00%

73.1
41.1
5000
101.1
‘ | ‘H | H 26.1154.2 8.80 9.00 9.20 9.40 9.600
0t HH‘mnyﬂw”wuuuww‘M‘M‘H‘HH‘H‘W‘H‘_H‘_“ m/z 88.10 63.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24097: Hexanoic acid, 2-ethyl-
73.0
41.0
5000 P
010 8.80 9.00 9.20 9.40 9.60
101. m/z 41.10  62.58%
[ H 145.0
0' \‘H“\‘H\‘\\\H“H\\‘H\\‘HH‘HH‘HH‘H\\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
L mmas s e
8.80 9.00 9.20 9.40 9.60
5000 41.0 m/z 55.10 51.60%
101.0
o150l il [0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #163702: 3-Dodecyloxypropanoic acid, Me derivative R AR
88.0 8.80 9.00 9.20 9.40 9.60
m/z 43.10 44.28%
5000
57.0 17.0
0 H‘\ Hm \‘\\ L i ‘ 143.0169.0 199.0 241.0
“W‘H‘_‘H‘H‘w‘““H‘H‘W‘H‘M‘H‘H‘W‘H‘_‘H‘H‘ EaEE LSS e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62878.D

Acqg On : 16 Sep 2024 13:07

Operator JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 23 unknown-02 Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
9.246 4.90 ng/ul 74224  1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindan-2-o0l 148 C10H120 033223-84-6 35
2 Benzene, (2-methoxy-2-propenyl)- 148 C10H120 026473-60-9 30
3 Benzene, 1-methyl-4-butyl 148 C11H16 001595-05-7 27
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 27

5 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 25

Abundance Scan 1048 (9.246 min): BG062878.D\data.ms (-1046) (-) m/z 105.10 100.00%
105.1
5000
57.1 148.1
77.0
‘ ‘ ‘ ‘ 27.9 180.3 9.00 9.20 9.40 9.60
o S— m“‘: o Ll P T sy s7.1e 37.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26188: 2-Methylindan-2-ol
43.0 105.0
5000 1480 UL L B R R R B
9.00 9.20 9.40 9.60
m/z 148.05 36.24%
77.0
|l 1 1290
O \\\‘\\\\“\\‘\\“\‘\\\“\\‘\\‘\‘\\\‘\}H\‘\‘\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26265: Benzene, (2-methoxy-2-propenyl)-
105.0 148.0 AAﬂ
R ARRmamTE RN L
9.00 9.20 9.40 9.60
5000 ITI/Z 119.10 34.11%
77.0
;
m/z--> 20 40 60 80 100 120 140 160 180 /AJK
Abundance #26362: Benzene, 1-methyl-4-butyl ‘H“‘A“‘H‘AH“W“
105.0 9.00 9.20 9.40 9.60
m/z 106.10 27.41%
5000
148.0
77.0
51250 390 880 7 | | fd
T e B e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.113 3.73 ng/ul 171250  Naphthalene-d8 10.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tridecane 184 C13H28 000629-50-5 93
3 Dodecane 170 C12H26 000112-40-3 80
4 Decane 142 C1OH22 000124-18-5 80
5 Undecane 156 C11H24 001120-21-4 80
Abundance Scan 1536 (12.113 min): BG062878.D\data.ms (-1530) (- | m/z 57.05 100.00%
57.0
5000
85.1
—— Yy
125 1145 0 184 5 12.00 12.50
(IS 1 m/z 43.10  88.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
5000 s ek
12.00 12.50
29.0 85.0 m/z 41.10 52.34%
o \‘ Ll “‘ L1130 1410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
— :
12.00 12.50
5000 m/z 71.20 49,57%
85.0
29.0
0 \‘ \“\ H\ \‘\ i 113 0 141 0 184.0
B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45480: Dodecane ™
57.0 12 00 12.50
m/z 85.10 27 .59%
5000
85.0
290 170.0
112.0
oH“““H_HH‘H“mplH‘”‘H1“““‘1‘4‘1‘9“_“”_” VLI Y
m/z--> 40 60 80 100 120 140 160 180 12. 00 12. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.358 5.93 ng/ul 219616  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1748 (13.359 min): BG062878.D\data.ms (-1741) (- | m/z 57.05 100.00%
57.0
- =
13.00 13.50
127.1 154.1
o“w‘H‘ﬂ‘w‘uw‘w‘uwu‘w‘u‘_“W‘H‘_%gﬁf‘w‘u‘ m/z 43.1e 81.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 — s
85.0 13.00 13.50
290 m/z 71.10 54.76%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
— 5
13.00 13.50
5000 m/z 41.10 49, 26%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ 1 \\11?’0 141.0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane . —
57.0 13.00 13.50
m/z 85.15 38.99%
5000
85.0
29.0
o L am0am0 s AL
B R e e A ARRAa aaa s T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 26 Naphthalene, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.705 6.33 ng/ul 234639  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 1807 (13.705 min): BG062878.D\data.ms (-1798) (- | m/z 156.10 100.00%
156.1

M

13.50 14.00
0- m/z 141.05 79.51%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000

13.50 14.00
m/z 155.10 37.98%

5000

77.0 115.0
51.0
27.0
O \\\‘\\\\‘\\\\‘H\‘\HH“\\\\‘\\\‘\‘\“!‘\\“‘\\‘w‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 /\\
aam VLY
13.50 14.00
5000 ITI/Z 115.10 22.09%
s10 (70 1150
obn 220 X0 | T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl- i
156.0 13 50 14 00

m/z 128.05 19.88%

) JMM
77.0 115.0
1.0
0 27.0 5 | ‘ [ ‘ wonntly

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 50 14. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 27 Naphthalene, 1,4-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.846 5.99 ng/ul 221771  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 1831 (13.846 min): BG062878.D\data.ms (-1825) (- | m/z 156.10 100.00%
156.1
5000 /\\
115.1 ‘/\ AL
511 77.1 ‘ . 13.50 14.00
0 \H‘\H\‘,w\“u“‘1‘\‘\“”‘“‘\“\“\u1‘w‘\“u““\“w“\\\\%99"2‘”2\\2‘0\'7 m/z 141.05  76.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
5000
13.50 14.00
115.0 m/z 155.10 29.96%
O \\\‘2\7\.\()\’\5\]-\.9‘\\7\7\“.‘(\)\\\‘\\\L‘\‘!‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 /\\ JL\
sy G ek
13.50 14.00
5000 m/z 115.10  21.55%
115.0
022030 70
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33135: Naphthalene, 1,3-dimethyl- — 1
156.0 13.50 14.00
m/z 128.05 17.46%
5000
76.0 115.0
ol 20 SO T80 e s W)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.428 6.42 ng/ul 237995  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane 226 Cl6H34 000544-76-3 78
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1930 (14.428 min): BG062878.D\data.ms (-1925) (- | m/z 57.10 100.00%

57.1
5000
85.2

127.1
HWJ“:H“JWHH‘Hw:u_m,‘lﬁ“r’ﬁlﬁ?’ﬁﬁl‘%,lmwm_m m/z 43.10 82.73%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0

o

5000 85.0 T
14.50
29.0 m/z 71.10 57.53%
O ”‘ “\ 1l HH\ ‘11 \141 0169 0197022\60
H\‘HH‘\H ‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
T
14.50
5000 820 m/z 41.10 48.41%
29.0
o L B0soeoero 260
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane 7
57.0 14.50

m/z 85.15 35.96%

5000 85.0
290‘
113.0 198.0
0 “ \‘\ A \‘ i \14'} 0169 0 | ‘

m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 30 (DEL) Alkane: Cyclicl4.610 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
14.610 3.61 ng/ul 133889  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 38
2 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 38
3 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 38
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 35
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 35

Abundance Scan 1961 (14.610 min): BG062878.D\data.ms (-1957) (- ' m/z 111.10 100.00%

57.1 111.1
5000 157.1

T T
83.1 201 2 14.50 15.00
“M‘H ‘ ‘ M\H 255.2 o
0 Al L EP T myz 57,100 97.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43614: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-,
69.0 111.0

%

41.0

5000
14.50 15.00

m/z 69.10 90.41%

‘ ‘ 168.0
N |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43613: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-,

o

-

69.0 111.0
14.50 15.00
41.0 m/z 56.180  90.209
5000 . . 20%
I
o bl o v A gz
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
—— —

Abundance #43612: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-,
69.0 111.0 14.50 15.00

m/z 55.10 68.31%

5000 410

168.0

%.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00

SFAM-EPA-BGO90924.MA.M Tue Sep 17 ©09:03:50 2024 Page: 33



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 31 Naphthalene, 1,6,7-trimethyl- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
14.927 4.15 ng/ul 153696  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 87
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 87
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 83

Abundance Scan 2015 (14.927 min): BG062878.D\data.ms (-2011) (- | m/z 170.10 100.00%
1
w /\A /\M
43.1 g5.1 VRHVARWAIVARY
‘ " us .2 “ 2032 15.00
0brr i Hu‘d“\ W A MWMM ol 222 m/z 155.10 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
5000 N\‘j\\/\\ LA —— [/\/\/\'
15.00
m/z 169.05 21.70%
0L..27.0 510 760 10201280 |
\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\[\\ ‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0 f&w
A \m \n T ‘ T T T T
15.00
5000 ITI/Z 43.10 20.36%
84.0 128.0
51.0
]SS =< S 1 O, W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45538: Naphthalene, 2,3,6-trimethyl- —
170.0 15.00
m/z 57.10 18.42%
5000
128.0
0., 270 510 780 1020 | .
A e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 32 Naphthalene, 2,3,6-trimethyl- Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
15.004 3.29 ng/ul 121751  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 90
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 87

Abundance Scan 2028 (15.004 min): BG062878.D\data.ms (-2021) (- | m/z 170.05 100.00%
170.1

i

115.0

15.00
51.1 77.0 141. ‘
0o oot ek el 28 s 155,05 91.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 "M/\/\\ T T [/\/\w

\
15.00
m/z 153.05  24.55%

27'0 5]\..0 " 76\\.9\ 102'0‘12\?.0\\ n L H
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl- Af\/\w
170.0
‘\AM/\A iy

o

15.00
5000 m/z 169.20 20.14%
128.0
obree i g t0200 o W MAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\W\A
Abundance #45538: Naphthalene, 2,3,6-trimethyl- Lasfua JUL ] ] AL
170.0 15.00

m/z 151.95 16.38%

5000 N\
128.0
76.0
0 27.0 5]\"0\ g 1020‘ \‘\ 1. | \/\/N\/\ /\ M‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 33 Sulfurous acid, butyl tetra... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
15.051 2.33 ng/ul 86173  Acenaphthene-dile 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 58
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 50
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 50
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 50
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 50

Abundance Scan 2036 (15.051 min): BG062878.D\data.ms (-2032) (- | m/z 43.10 100.00%

4’2
71.1
5000
161.0
T
| ‘ ‘991 127.2 ‘ 2018 15.00
b MJ‘“WH_W“ww”ww‘W‘ e m/z 57.10 99.98%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
5000 .-
85.0 15.00
m/z 71.10 59.40%
29.0
(290 ||| 113013901680 1970 310 261
‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
1
15.00
5000 ITI/Z 41.10 44 .42%

29. 0‘

||| M301390 1830 o3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0 15.00

m/z 55.10 41.14%

o
[oe]
[&]
o

5000

29.0‘

o | [ 2013901690 2210
TN 0 0 - s 2 2 S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00

o)
a1
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 34 Naphthalene, 1,4,6-trimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
15.315 2.52 ng/ul 93368  Acenaphthene-dile 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 87
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 87

Abundance Scan 2081 (15.315 min): BG062878.D\data.ms (-2074) (- | m/z 170.05 100.00%
170.1
5000 /\f\/\/\ /Lv
207.2 15.00 15.50
ol m/z 155.00  93.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
Il MMJ\/\M
5000 e AL
15.00 15.50
m/z 169.10 36.80%
6.0 128.0
0 270 . 5]\'0 " 7 I 102'0‘ \‘\ I M .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
4 ‘ T T T T ‘ T
15.00 15.50
5000 ITI/Z 153.00 31.52%
128.0
om0 | |||
MY N 00 o W W0 A SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 \A
Abundance #45535: Naphthalene, 1,6,7-trimethyl- R
155.0 15.00 15.50
m/z 152.00 20.38%
5000
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.380 6.46 ng/ul 239400  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 87
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
Abundance Scan 2092 (15.380 min): BG062878.D\data.ms (-2088) (- | m/z 57.10 100.00%
57.1
- o W\/\JJ\\_\_/\\/
‘ 1500 1550
113.1 : :
ow_HJ“:»!_“‘H‘JH“wwl“}?‘?w“1‘?‘3“1“”“2‘2‘?2‘ m/z 43.10 85.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0
5000 85.0 T T
15.00 15.50
m/z 71.10 62.27%
29.0 11
O\\\\‘\\\\‘\\\H‘\\Hl\‘w‘\\\H“\\‘H\‘\“\]\-\4’i‘]-\9‘\]‘-\622\1\-\919\\2ﬁ6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
= —r
15.00 15.50
5000 m/z 41.10 44 .61%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ Il \\1130 141.0 169.0 226.0
e et e e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107235: Pentadecane, 2-methyl- — —
43.0 15.00 15.50
m/z 85.10 42.80%
71.0
5000
99.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
15.785 3.07 ng/ul 113914  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 59
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 52
3 7-Methyl-octadecane 268 C19H40 1000192-63-3 50
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 47
5 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 46

Abundance Scan 2161 (15.785 min): BG062878.D\data.ms (-2156) (- | m/z 57.10 100.00%
57.1

z

5000
85.1 155.1
L s T g o
owmwmuHMH“‘ml‘u‘memHwwwwwwm m/z 43.10 54.38%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 s e
15.50 16.00
290 8.0 e m/z 71.10  40.54%
0 W |l H | | [ 1410 183.02110239.0
\‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #74011: Tridecane, 6-methyl-
57.0
I o
15.50 16.00
5000 ITI/Z 41.10 25.65%
29 0 . 126 0
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #158603: 7-Methyl-octadecane — —
57.0 15.50 16.00
m/z 55.10 21.21%
5000
8501120
182.0
U0 | a0 T psgzsan
wH‘wH‘wH‘wH‘wu‘wu‘wH‘WH‘WH‘WH‘WH‘WH‘WH“ —r —r
m/z--> 20 40 60 80 100120140160 180200 220 240 260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 37 Benzophenone Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
15.885 3.85 ng/ul 142501  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2178 (15.885 min): BG062878.D\data.ms (-2173) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
51.1
T P
152.0 15.50 16.00
0,,2%21 m/z 77.05  81.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56924: Benzophenone
77.0 105.0
51.0
5000 = e
15.50 16.00
182.0 m/z 182.00  80.33%
O\\\\2‘9\.(\)\“‘\\}\’H\\\h\“\H\‘\‘\\\‘\\\\’]:5\}‘2\.‘0\\\\‘H\\\\‘\\\\’H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0
A Ll
770 182.0 15.50 16.00
5000 ’ ' m/z 51.10 37.22%
51.0
152.0 |
Ol e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0 15.50 16.00
m/z 43.15 24.05%
77.0 182.0
5000
51.0
omWum_“H,‘mmw_MH‘HH,l“?:z‘(?w‘”mWH,W‘ - g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.243 9.36 ng/ul 422978  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Tridecane 184 C13H28 000629-50-5 93
3 Dodecane 170 C12H26 000112-40-3 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 2239 (16.243 min): BG062878.D\data.ms (-2234) (- | m/z 57.10 100.00%

57.1
5000 85.1

T
113.1 169.1 16.00 16.50
! Hh‘ b A2 198 2402 o a3 1e 76, 95%

i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0

I |
e el el S e R e B
5000 e -
85.0 16.00 16.50

29. m/z 71.10 57.09%

\ Jod /1301410 16901060 2400
H\‘HH‘\H\‘HH‘\\H‘\H\‘H\\‘HH’\H\‘HH‘\H\‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59028: Tridecane
57.0

T
16.00 16.50

o

o

5000 85.0 ITI/Z 41.10 44 .03%
29.0
‘ | ‘ | [M203410 1840
0“‘_Luhim‘_Jm‘MHJM‘Uwum“u‘w“u‘u“_‘u“u‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45479: Dodecane T ——
43.0 16.00 16.50

m/z 85.10  40.34%

71.0
5000
I 98.0 1270 170.0
| | L

[ PSRBR f EN— : :
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.031 7.27 ng/ul 328694  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2373 (17.031 min): BG062878.D\data.ms (-2369) (- | m/z 57.10 100.00%
57.1
- J\KAAAWNNJL\wVwJ“«AA
17.00 |
141 1 :
. M Late A901 2666 m/z 43.10  77.18%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 S :
17.00
m/z 71.10 56.33%
O \‘\ “‘ \‘“‘ \“‘\““ \“\]‘_\4\]-‘()\1-\8\3\0‘\ T ‘2\6§9\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
N T
17.00
5000 m/z 41.10 41.90%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane T ‘
57.0 17.00
m/z 85.10  40.49%
5000
9. O
BENBARECEECITNE T
om"“u“u“_w‘m‘mH_me”_m“m e
m/z--> 50 100 150 200 250 300 350 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 16

Sep 2024 13:07

JU/RC
. P3899-15

. 69

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
BG062878.D

TIC Integration Parameters:

LSCINT.P

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

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 40 Dibenzothiophene Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
17.089 4.77 ng/ul 215746  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 55
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 55
3 Dibenzothiophene 184 C12H8S 000132-65-0 55
4 Dibenzothiophene 184 C12H8S 000132-65-0 55
5 Dibenzothiophene 184 C12H8S 000132-65-0 55

Abundance Scan 2383 (17.089 min): BG062878.D\data.ms (-2379) (- | m/z 57.10 100.00%
57.1

184.0

5000 85.1

%

‘ h ‘ ‘11‘31 ‘152.0 | 2112 2459 17.00
m\uh‘\me b el i m/z 184.00 92.89%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

o

Abundance #58964: Dibenzothiophene
184.0
5000 ‘ ﬂ :
17.00
139.0 m/z 71.10  72.81%

92.0
26.0 630 | ‘

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

o

%

Abundance #58972: Naphtho([2,1-b]thiophene
184.0
17.00
5000 ITI/Z 43.10 56.56%
139.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #58969: Dibenzothiophene T
184.0 17.00
m/z 85.10 49.71%
5000
139.0
92.0
270 630 1 L)
T e e e e e e ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.771 5.91 ng/ul 267135  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Pentadecane 212 C15H32 000629-62-9 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 2499 (17.771 min): BG062878.D\data.ms (-2495) (- | m/z 57.10 100.00%

57.1
5000

1750  18.00
141.0
— ‘“%ﬂ‘w“ 2183022602681 m/z 43.10  79.42%

m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

5000 e -
17.50 18.00

m/z 71.10 56.49%

0 I “\ I H‘ I 141 0183 0 268.0
LI ‘ T ‘ T \ \ ‘ \ 1T ‘ T T 1T ‘ T 1T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane

57.0

- 7
17.50 18.00

5000 m/z 85.05 42.09%

9.0
15.0 ‘L‘ | 4 F | 1410 2120

S At
m/z--> 0 100 150 200 250 300 350
Abundance

#298427: Octacosane — T
57.0 17.50 18.00

m/z 41.10 40.78%

B m
L] h‘ H J1419;8302250 281.0 337.0 394.

ol Ay oo aes ey 2810 337.0 394 — —
miz--> 50 100 150 200 250 300 350 17.50 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 42 Pentadecanoic acid, 14-meth... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
17.941 2.82 ng/ul 127274  Phenanthrene-die 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 94
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
Abundance Scan 2528 (17.941 min): BG062878.D\data.ms (-2524) (- | m/z 74.10 100.00%
74.1
5000 11
43.1 227.2 L
M H 101.1 ‘ 185.2 270.1 18.00
O el b b bt vt ke | m/z 87.10 74.42%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000{ 43.0 s /\ ‘

18.00
m/z 41.10  38.20%

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109339: Tridecanoic acid, methyl ester
74.0
—r
18.00
5000 ITI/Z 43.10 37.75%
41.0
[ | 1010 1430 1850 2280
Ot b b bt ek e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester e
74.0 18.00
m/z 55.10 36.56%
5000
43.0
143.0
Lo mowsonre o
NS 0 1) S Y St AR ——
m/z--> 20 40 60 80 100120140160 180200220240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 43 Dibenzothiophene, 4-methyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
18.000 2.20 ng/ul 99411  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene, 4-methyl- 198 C13H1es 007372-88-5 93
2 4-Methylnaphtho[1,2-b]thiophene 198 C13H1es 067388-11-8 87
3 1-Methyldibenzothiophene 198 C13H1eS 031317-07-4 87
4 Benzenamine, 4,4'-methylenebis- 198 C13H14N2 000101-77-9 86
5 Dibenzothiophene, 3-methyl- 198 C13H1es 016587-52-3 83

Abundance Scan 2538 (18.000 min): BG062878.D\data.ms (-2533) (- | m/z 198.00 100.00%

198.0
5000
18.00
691 1199 1651 :
i3, ﬂ“‘u‘m‘w‘um”‘wm““‘m“‘wwl“w‘u“‘“w“m‘l‘}u‘2‘%‘6‘57%“”‘2‘6‘3‘7"%” m/z 196.95  72.82%
miz--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #73837: Dibenzothiophene, 4-methyl-
198.0
5000

e
18.00
m/z 199.00 17.39%

90 690 71 1379 1050 |
H\‘\‘\”H“H\”H\“\H‘\\H‘\H\“H‘\‘\‘\H\‘H\HHH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #73838: 4-Methylnaphtho[1,2-b]thiophene
198.0
P VYt e

o

18.00
5000 m/z 165.10 8.97%
99.0 152.0
m/z--> 40 60 80 100120140 160180200220 240260 280
Abundance #73833: 1-Methyldibenzothiophene ——
198.0 18.00
m/z 171.00 8.14%
5000
165.0
oh 80 %0uzo | [ L WU
m/z--> 40 60 80 100120 140160180 200 220 240 260 280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 44 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.165 6.68 ng/ul 301792  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 60

Abundance Scan 2566 (18.165 min): BG062878.D\data.ms (-2560) (- | m/z 43.10 100.00%

43.1 73.0
5000 129.0 213.1

m 1711 256.1 18.00 18,50
O Frerprrrr e m/z 73.05 95.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 folpocey et

171 O

H\‘\‘\‘H‘[‘i‘\\”\” ”’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0

T
18.00 18.50

213.0 18.00 18.50

o

5000 1290 m/Z 69 . 19 88 . 9300
171.0 213.0 256.0
0 ww“:‘u
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid e e
43.0 73.0 18.00 18.50

256.0
m/z 55.10  77.24%

5000
129.0
213.0
w ‘ 171.0 ‘

ao LU |
O HMMM“1“““w‘w‘mm,"""‘H‘“‘w,wmu,w_w

T T
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.464 5.61 ng/ul 253389  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2617 (18.464 min): BG062878.D\data.ms (-2613) (- | m/z 57.10 100.00%
57.1
w0 J,ﬂ»jL&AmwAAvvw%ﬂwxuﬂj\
99.1 1850
18.50
41.1
A ‘w‘u L | g 2411 2831 24022721 ... 4310  82.00%
miz-> 50 100 150 200 250
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 85.0 7
18.50
m/z 71.10 58.23%
126.0 183.0
Ot—— ‘i“”“\ h“‘ \H‘\ h“ \“\h\ § ‘h\ T \H\ T \2\26\0\ T T T
miz-> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
——
18.50
5000 m/z 85.10 46.19%
99.0
oL 210U L 410 1e20 200
miz--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane 7
57.0 18.50
m/z 41.10 40.10%
5000
27,0 ‘ ‘ 99.0 169.0
oL Ll ass0 2480 e
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
19.093 3.59 ng/ul 162392  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2724 (19.093 min): BG062878.D\data.ms (-2721) (- | m/z 57.10 100.00%
57.1
w0 MJ\ANW
99.1 0’00 !
19.00
o Ly 2400720 210924322741 43 16 83659
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 iQod \
m/z 71.10 59.29%
o 27‘\'0“\‘ | “‘9?'0‘ 1410 1830 2260
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0
T
19.00
5000 m/z 85.10 43.23%
99.0
20| | %0 1410 1s50 260
e
miz--> 50 100 150 200 250
Abundance #141058: Octadecane T
57.0 19.00
m/z 41.10 39.80%
5000
990 141.0
ol ZOLLL L 110 1830 pag2540 o
m/z--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 47 Methyl stearate Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
19.252 2.47 ng/ul 111442  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 80
2 Methyl stearate 298 C19H3802 000112-61-8 78
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 74
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 70
5 Methyl stearate 298 C19H3802 000112-61-8 55

Abundance Scan 2751 (19.252 min): BG062878.D\data.ms (-2747) (- | m/z 74.05 100.00%
74.0

50007 43.1 226.0 J\
143.1 prep gl e
0 “whp;mwMMm J‘”VWWHNWMWJHW“NMWHMMM ‘uH m/z 87.05 72.89%
m/z--> 50 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0

5000 43.0 U R
19.00 19.50
1430 o0 2850 so5.c m/z 43.10  42.45%
ok h“ J ‘\\“r \M ‘\‘H\‘ \H‘Tl‘wl"‘o | “‘ e . P b ‘L‘ TN L‘
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
19.‘00 19.‘50
5000 ITI/Z 226.00 41.40%
43.0
143.0
‘ M‘ || 1110 ‘ 1990 2550 208.(
0“““‘\}‘\‘\\\“\\‘ ‘u‘\‘ ““H‘\‘\“H“\“H‘\‘
miz--> 50 100 150 200 250 300
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester ol e
74.0 19.00 19.50

m/z 57.10 34.73%

5000
143.0 255.0
‘ 199.0 298.(
11.0 ‘
H‘\ L‘ “‘\“m‘ h’\]“. Ll |

0b—— Ll L \ \ Ll

T T
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
20.203 2.26 ng/ul 133186  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Nonadecane 268 C19H40 000629-92-5 94
3 Pentadecane 212 C15H32 000629-62-9 93
4 Dodecane 170 C12H26 000112-40-3 91
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87

Abundance Scan 2913 (20.203 min): BG062878.D\data.ms (-2910) (- | m/z 57.10 100.00%

57.1
5000

| ‘\ \\ 20.00 20.50
I Al ‘

1410 2111
- ey b ey 2008 316.58548 1y 043 10 77.95%

A
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0

5000 T
20.00 20.50
F m/z 71.10 59.04%
9.0
O T \¢ ‘!‘ \“‘\ “‘ \“ \]‘-\4\‘]_‘0\ T \2‘1\2\()\ T ‘ T 1T ‘ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— —
20.00 20.50
5000 ITI/Z 85.10 41.69%
0 [ ‘H\ H\ H‘ \\ ]\'41 0 183.0 268.0
e i T e e e B A B
m/z--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane T —
57.0 20.00 20.50

m/z 41.10  33.33%

- \MM
9.0
L

141.0 2120
0 ‘m\\m\‘d\\
HH‘HHHH‘HH‘HH‘HH‘HH‘\H

T T
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 49 Carbonic acid, 2-ethylhexyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.191 10.05 ng/ul 591984  Chrysene-d12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 58
2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 46
3 Hexadecane 226 C16H34 000544-76-3 42
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 38
5 Hexadecyl octyl ether 354 C24H500 1000406-38-6 38

Abundance Scan 3081 (21.191 min): BG062878.D\data.ms (-3076) (- | m/z 57.10 100.00%
57.1

5000
1121 239.2

—
21.00 21.50
0 Ly \‘\“ ul 157'0 199.1 H ‘ ‘295-133‘1-‘ m/z 43.10 70.34%

miz--> 50 100 150 200 250 300
Abundance #291212: Carbonic acid, 2-ethylhexyl pentadecyl ester
57.0

5000 112.0 1
21.00 21.50
m/z 71.10 62.74%

T ”‘\ ‘\“‘ “\ I T ‘L“ iy :\LE‘)4\O\ T \2‘1?\0\ L B e e B
Mjze> 50 100 150 200 250 300
Abundance #13218: 2,4,4-Trimethyl-1-hexene
71.0

T
21.00 21.50

o

5000 m/z 55.10 45 .86%
29.
ol by B
m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane T —
57.0 21.00 21.50

m/z 70.10  45.33%

5000
0&5‘\ L %90 1410 1830 226.0

u
T
m/z--> 50 100 150 200 250 300 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 16

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
BG062878.D

Sep 2024 13:07

JU/RC
. P3899-15

. 69

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
21.713 2.29 ng/ul 134611  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83

Abundance Scan 3170 (21.713 min): BG062878.D\data.ms (-3166) (- m/z 57.10 100.00%

57.1
5000

T
21.50 22.00

207.0
- ‘w“h‘u J“ J‘ﬁlﬁw Sy 200331003849 0 4310 67.90%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —— ——
21.50 22.00

m/z 71.10 53.91%

0 Il “\ L H‘ 1 ]\'41 0 183.0 268.0
T ‘ T ‘ L ‘ LI ‘ L ‘ T T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-

57.0

T
21.50 22.00

5000 m/z 85.10 37.90%
113.0155.0
ol LT T mse
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane e o
57.0 21.50 22.00

m/z 55.10  24.46%

- W\\J\

ol L H J1419;8302250 281.0 337.0 394.
ALy asetcee.) 2810 3370 394

T 7
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 51 unknown-03 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
22.172 4.64 ng/ul 273183  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, pentyl... 352 C23H4402 000142-57-4 49
2 Oleic Acid 282 C18H3402 000112-80-1 46
3 1-Decyloxy-2-nitrobenzene 279 C16H25N03 098311-79-6 46
4 2-Undecanol oleate 436 C29H5602 1000465-66-9 45
5 Oleic Acid 282 C18H3402 000112-80-1 44
Abundance Scan 3248 (22.172 min): BG062878.D\data.ms (-3243) (- | m/z 57.10 100.00%
57.1
. 265.1 T ‘ T T ‘ T
1521 2221 22.00 22.50
ol b il 3430 nyz 71.10 63.32%
miz--> 50 100 150 200 250 300 350
Abundance #261965: 9-Octadecenoic acid (Z)-, pentyl ester
71.0
5000 —r e
22.00 22.50
264.0 m/z 55.10 58.77%
0l 299 | | h JW | i 20007220 | 309.0 3524
miz--> 50 100 150 200 250 300 350
Abundance #176207: Oleic Acid
55.0
P e
22.00 22.50
5000 7.0 m/z 43.10 49.,09%
264.0
ol Jfom00z200 T
m/z--> 50 100 150 200 250 300 350
Abundance #172079: 1-Decyloxy-2-nitrobenzene T —
57.0 22.00 22.50
140.0 m/z 41.10 43.56%
5000 7.0
279.0
0 \“ L \‘ | 1780 2310 |
1 e e P e
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc

ALS vial : 69 Sample Multiplier: 1

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

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

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

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
22.301 4.15 ng/ul 244561  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 60
2 Octane, 4-ethyl- 142 C1eH22 015869-86-0 55
3 Nonadecane 268 C19H40 000629-92-5 46
4 Heneicosane 296 C21H44 000629-94-7 46
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 45
Abundance Scan 3270 (22.301 min): BG062878.D\data.ms (-3263) (- | m/z 57.10 100.00%
57.1
112.1
—— —
‘ 1711 290 26‘7'1 22.00 22.50
ok bbbl Lyt LT 2190, || 3233 a5 16 73.00%
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 —r— ——
22.00 22.50
m/z 71.10 60.46%
O L\ ”\ \H \‘ H‘ O 1830 2390 2960
\\\‘ \\\\\\\\\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #22071: Octane, 4-ethyl-
57.0
—— —
22.00 22.50
5000 m/z 70.10 40.69%
112.0
ART Y A
m/z--> 0 100 150 200 250 300 350
Abundance #158600: Nonadecane T T
57.0 22.00 22.50
m/z 55.10 40.61%
B W\\‘AJ\W
0 [ | H\ A u‘ | :!'4‘10 183.0 268.0
e T P ——
m/z--> 50 100 150 200 250 300 350 22.00 22.50

SFAM-EPA-BGO90924.MA.M Tue Sep 17 ©09:04:13 2024 Page: 55



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062878.D

Acqg On : 16 Sep 2024 13:07
Operator : JU/RC

Sample : P3899-15

Misc :

ALS Vvial : 69 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butanoic acid 4.034 7.0 ng/ul 106139 1 7.906 302826 20.0
3-Pentanone, 2,... 4.363 4.5 ng/ul 68038 1 7.906 302826 20.0
2-Pentanone, 4-... 5.021 7.9 ng/ul 119560 1 7.906 302826 20.0
(DEL) Alkane: S... 5.926 4.4 ng/ul 66468 1 7.906 302826 20.0
Hexylene glycol 6.214 6.0 ng/ul 90494 1 7.906 302826 20.0
1H-1,2,3,4-Tetr... 6.896 8.2 ng/ul 124771 1 7.906 302826 20.0
(DEL) Alkane: S... 6.954 5.2 ng/ul 78792 1 7.906 302826 20.0
Benzene, 1-ethy... 6.995 4.9 ng/ul 74581 1 7.906 302826 20.0
Benzene, 1-ethy... 7.295 4.0 ng/ul 60488 1 7.906 302826 20.0
2-Heptanone, 4,... 7.330 9.5 ng/ul 143763 1 7.906 302826 20.0
(DEL) Alkane: S... 7.530 38.0 ng/ul 576145 1 7.906 302826 20.0
1-Hexanol, 2-et... 7.965 5.2 ng/ul 78342 1 7.906 302826 20.0
Benzene, 1,2,4-... 8.018 4.3 ng/ul 64533 1 7.906 302826 20.0
Cyclohexanone, ... 8.329 108.0 ng/ul 1635500 1 7.906 302826 20.0
(DEL) Alkane: S... 8.435 7.5 ng/ul 113004 1 7.906 302826 20.0
(DEL) Alkane: S... 8.494 4.5 ng/ul 68055 1 7.906 302826 20.0
Benzene, 1-ethy... 8.541 5.5 ng/ul 83761 1 7.906 302826 20.0
(DEL) Alkane: S... 8.670 7.1 ng/ul 108056 1 7.906 302826 20.0
Benzene, 1-meth... 8.699 8.5 ng/ul 129121 1 7.906 302826 20.0
Benzene, 2-ethy... 8.899 9.2 ng/ul 139539 1 7.906 302826 20.0
(DEL) Alkane: S... 9.128 35.2 ng/ul 532426 1 7.906 302826 20.0
unknown-01 9.216 5.4 ng/ul 81827 1 7.906 302826 20.0
unknown-02 9.246 4.9 ng/ul 74224 1 7.906 302826 20.0
(DEL) Alkane: S... 12.113 3.7 ng/ul 171250 2 10.691 918852 20.0
(DEL) Alkane: S... 13.358 5.9 ng/ul 219616 3 14.528 740982 20.0
Naphthalene, 2,... 13.705 6.3 ng/ul 234639 3 14.528 740982 20.0
Naphthalene, 1,... 13.846 6.0 ng/ul 221771 3 14.528 740982 20.0
(DEL) Alkane: S... 14.428 6.4 ng/ul 237995 3 14.528 740982 20.0
(DEL) Alkane: C... 14.610 3.6 ng/ul 133889 3 14.528 740982 20.0
Naphthalene, 1,... 14.927 4.2 ng/ul 153696 3 14.528 740982 20.0
Naphthalene, 2,... 15.004 3.3 ng/ul 121751 3 14.528 740982 20.0
Sulfurous acid,... 15.051 2.3 ng/ul 86173 3 14.528 740982 20.0
Naphthalene, 1,... 15.315 2.5 ng/ul 93368 3 14.528 740982 20.0
(DEL) Alkane: S... 15.380 6.5 ng/ul 239400 3 14.528 740982 20.0
(DEL) Alkane: S... 15.785 3.1 ng/ul 113914 3 14.528 740982 20.0
Benzophenone 15.885 3.9 ng/ul 142501 3 14.528 740982 20.0
(DEL) Alkane: S... 16.243 9.4 ng/ul 422978 4 17.278 903771 20.0
(DEL) Alkane: S... 17.e31 7.3 ng/ul 328694 4 17.278 903771 20.0
Dibenzothiophene 17.089 4.8 ng/ul 215746 4 17.278 903771 20.0
(DEL) Alkane: S... 17.771 5.9 ng/ul 267135 4 17.278 903771 20.0
Pentadecanoic a... 17.941 2.8 ng/ul 127274 4 17.278 903771 20.0
Dibenzothiophen... 18.000 2.2 ng/ul 99411 4 17.278 903771 20.0
n-Hexadecanoic ... 18.165 6.7 ng/ul 301792 4 17.278 903771 20.0
(DEL) Alkane: S... 18.464 5.6 ng/ul 253389 4 17.278 903771 20.0
(DEL) Alkane: S... 19.093 3.6 ng/ul 162392 4 17.278 903771 20.0
Methyl stearate 19.252 2.5 ng/ul 111442 4 17.278 903771 20.0
(DEL) Alkane: S... 20.203 2.3 ng/ul 133186 5 21.520 1177940 20.0
Carbonic acid, ... 21.191 10.1 ng/ul 591984 5 21.520 1177940 20.0
(DEL) Alkane: S... 21.713 2.3 ng/ul 134611 5 21.520 1177940 20.0
unknown-03 22.172 4.6 ng/ul 273183 5 21.520 1177940 20.0
(DEL) Alkane: S... 22.301 4.2 ng/ul 244561 5 21.520 1177940 20.0

SFAM-EPA-BGO90924.MA.M Tue Sep 17 09:04:13 2024 56



