LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc :

ALS vial : 6 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: BGO62819.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.928 477 483 493 rVB 86477 140557 2.21% 0.607%
2 6.398 557 563 570 rBv2 27223 49227 0.77% 0.213%
3 6.469 570 575 580 rVW 33852 52769 0.83% 0.228%
4 6.551 580 589 592 rvw4 25501 64729 1.02% 0.280%
5 6.898 637 648 653 rBv4 75176 177499 2.79% 0.767%
6 6.956 653 658 661 rV 73896 114306 1.79%  0.494%
7 6.998 661 665 670 rVW 135177 222094 3.49% 0.959%
8 7.062 670 676 682 rVW2 115367 237067 3.72% 1.024%
9 7.127 682 687 695 rVB 60111 99965 1.57% 0.432%
10 7.297 710 716 719 rBV 73944 130257 2.04% 0.563%
11 7.327 719 721 725 rW 61610 74944  1.18% 0.324%
12 7.532 750 756 767 rBV2 423974 861306 13.52% 3.721%
13 7.826 795 806 811 rBV5 27735 89021 1.40% 0.385%
14 7.897 811 818 824 rBV2 144011 303129 4.76%  1.310%
15 7.967 824 830 835 rBV5 24330 52958 ©0.83% 0.229%
16 8.020 835 839 847 rVB3 69387 116595 1.83% 0.504%
17 8.096 847 852 856 rBV 35759 53205 0.83% 0.230%
18 8.161 860 863 867 rBvVv3 32663 57958 ©0.91% 0.250%
19 8.196 867 869 875 rVB4 37787 56804 0.89% 0.245%
20 8.278 876 883 886 rBV 47631 79414  1.25% 0.343%
21 8.325 886 891 896 rBV 164668 267066 4.19% 1.154%
22 8.378 896 900 905 rBV2 26511 49215 0.77% 0.213%
23 8.437 905 910 916 rvB2 77057 152699 2.40% 0.660%
24 8.496 916 920 924 rBV 57497 73016 1.15% ©.315%
25 8.543 924 928 929 rBV2 90346 111459 1.75% 0.482%
26 8.672 944 950 953 rBV 93672 157020 2.46% 0.678%
27 8.707 953 956 965 rVB 56353 91254 1.43% 0.394%
28 8.854 976 981 984 rBV 49266 76432  1.20% 0.330%
29 8.895 984 988 998 rVB2 71961 152910 2.40% 0.661%
30 9.007 998 1007 1018 rBv2 87127 204123 3.20% 0.882%
31 9.130 1018 1028 1033 rBV 402416 619217 9.72% 2.675%
32 9.254 1040 1049 1055 rVB8 40595 108538 1.70% 0.469%
33 9.336 1055 1063 1066 rBV3 28756 65743 1.03% 0.284%
34 9.483 1079 1088 1092 rBV6 24616 49275 0.77% 0.213%
35 9.530 1092 1096 1102 rVvVv3 20633 47011 0.74% 0.203%
36 9.589 1102 1106 1115 rVB3 31532 71995 1.13% 0.311%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc :

ALS vial : 6 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 9.689 1115 1123 1130 rVB5 27333 65028 1.02% 0.281%
38 9.783 1130 1139 1143 rBV8 26811 68892 1.08% 0.298%
39 9.835 1143 1148 1153 rVWV4 38162 64575 1.01% 0.279%
40 9.906 1153 1160 1165 rVvv3 19321 49187 0.77% 0.212%
41  9.976 1165 1172 1178 rVB5 32667 78637 1.23%  0.340%
42 10.047 1178 1184 1188 rBvV3 28823 50999 0.80% 0.220%
43 10.388 1236 1242 1247 rBV2 44349 73402 1.15% 0.317%
44 10.687 1284 1293 1300 rVV2 667046 1275589 20.02% 5.511%
45 10.811 1308 1314 1321 rBV3 140906 264962 4.16% 1.145%
46 11.069 1352 1358 1370 rBV 155479 266264 4.18% 1.150%
47 11.204 1377 1381 1388 rVV6 28283 68977 1.08% 0.298%
48 11.422 1410 1418 1423 rBV7 17756 46065 ©0.72% ©0.199%
49 11.586 1440 1446 1448 rVV3 40986 71269 1.12% 0.308%
50 11.610 1448 1450 1460 rVB2 41373 66312 1.04% 0.286%
51 11.721 1464 1469 1473 rBV2 29427 45310 0.71% ©0.196%
52 11.956 1500 1509 1516 rVB3 40422 100828 1.58% 0.436%
53 12.109 1528 1535 1540 rBV3 76470 147392 2.31% 0.637%
54 12.150 1540 1542 1547 rVB2 37899 46344 0.73% 0.200%
55 12.356 1570 1577 1584 rVvB2 91877 162329 2.55% 0.701%
56 12.521 1600 1605 1610 rVV3 50270 94876  1.49% 0.410%
57 12.568 1610 1613 1623 rvv2 25231 46655 ©.73% 0.202%
58 13.102 1700 1704 1709 rVB 55263 80931 1.27% 0.350%
59 13.355 1742 1747 1753 rBV 76777 119901 1.88% 0.518%
60 13.578 1778 1785 1792 rVB6 28921 74858 1.17% 0.323%
61 13.707 1798 1807 1816 rBV5 52156 136133 2.14% ©.588%
62 13.854 1825 1832 1837 rVV3 56907 133911 2.10% 0.578%
63 13.901 1837 1840 1852 rVVe6 43277 109942 1.73% 0.475%
64 14.078 1863 1870 1875 rBV6 29153 70014 1.10% 0.302%
65 14.172 1881 1886 1892 rVV8 21709 59873 0.94% 0.259%
66 14.430 1925 1930 1935 rBV 92046 119774 1.88% 0.517%
67 14.530 1940 1947 1953 rVB 368436 568001 8.91%  2.454%
68 14.606 1953 1960 1966 rVB9 38621 79312 1.24% 0.343%
69 14.741 1977 1983 1986 rBV4 32427 67406 1.06% 0.291%
70 14.929 2011 2015 2021 rVB2 38019 61811 0.97% 0.267%
71 15.006 2021 2028 2032 rBV2 30412 56324 0.88% 0.243%
72 15.153 2048 2053 2059 rVvV 249177 373488 5.86% 1.613%
73 15.311 2074 2080 2084 rVv8 23787 58466 ©0.92% 0.253%
74 15.382 2089 2092 2097 rVB 95500 115233 1.81% 0.498%
75 15.787 2149 2161 2165 rBV2 43409 92880 1.46% 0.401%
76 15.887 2174 2178 2184 rVB6 32652 58625 0.92% 0.253%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc :

ALS vial : 6 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 16.246 2234 2239 2248 rBV2 113667 217599 .41%  0.940%
78 16.580 2290 2296 2301 rBV8 27841 59227 ©.93% 0.256%
79 16.933 2349 2356 2366 rBV 4097874 6372554 100.00% 27.529%
80 17.039 2370 2374 2378 rVV 119080 171416 2.69% 0.741%

w

81 17.092 2379 2383 2391 rVB2 64188 112489 1.77% 0.486%
82 17.274 2409 2414 2420 rBV 526380 792689 12.44% 3.424%
83 17.773 2495 2499 2505 rVB 111480 143667 2.25% 0.621%
84 17.944 2524 2528 2533 rVB 231127 291254 4.57% 1.258%
85 18.161 2560 2565 2569 rBV5 20346 50159 0.79% 0.217%
86 18.466 2613 2617 2623 rBV 98611 132393 2.08% 0.572%
87 19.119 2716 2728 2732 rBv4 201564 400764 6.29% 1.731%
88 19.254 2746 2751 2759 rVB2 103297 147435 2.31% 0.637%
89 19.671 2817 2822 2827 rBV3 86892 132115 2.07% 0.571%
990 20.206 2909 2913 2918 rBV 63228 72918 1.14% 0.315%
91 20.699 2993 2997 3002 rBV 53927 64862 1.02% 0.280%
92 21.193 3077 3081 3090 rVB2 159668 193260 3.03% 0.835%
93 21.522 3130 3137 3145 rBV 682689 1071492 16.81% 4.629%
94 21.716 3163 3170 3176 rVB3 47826 83482 1.31% 0.361%
95 22.180 3243 3249 3254 rVB2 55066 92781 1.46% 0.401%
96 22.291 3262 3268 3276 rVB2 127831 236576 3.71% 1.022%
97 22.955 3376 3381 3386 rVB3 28131 53259 0.84% 0.230%
98 23.713 3505 3510 3519 rVB7 26902 59629 0.94% 0.258%
99 24.583 3647 3658 3672 rBV 424898 1183496 18.57% 5.113%
100 27.004 4064 4070 4083 rVB 27521 91061 1.43% 0.393%
Sum of corrected areas: 23148129
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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: BG062819.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000

10.687

500000

m@maéhmlﬁ%mmmm

5.928 6ap9891

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/PT”‘\\.\\‘\\\\‘\I\\A_\N\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG062819.D\data.ms
4000000 16.933

3500000
3000000
2500000
2000000
1500000

1000000
21.522

17.274

500000 14.530

3-®§@W1%@§M5&8#? 41%.5801}77@ 17-]777§gf11é§-466 4h:%549.671 20206 20,609 21 19 p1.716223481

R
L R

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: BG062819.D\data.ms
4000000

o

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.583
02.955 23.713 27.004

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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.928 9.27 ng/ul 140557 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 83
2 Nonane 128 C9H20 000111-84-2 72
3 Nonane 128 C9H20 000111-84-2 72
4 Nonane 128 C9H20 000111-84-2 72
5 Decane 142 C10H22 000124-18-5 53
Abundance Scan 483 (5.928 min): BG062819.D\data.ms (-477) (-) m/z 43.10 100.00%
17 571
5000
91.0
711 1061 SRRSOV & WP A1V

‘ ‘ H ‘ ‘ ‘ : 1282 5.60 5.80 6.00 6.20
oH,‘m_m_mi‘:‘q‘m_uuJMMM:‘mmwHw‘:m m/z 57.18  80.53%

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

Abundance #14522: Nonane

43.0
57.0
5000 j\k\‘uu‘uu’uww
5.60 5.80 6.00 6.20
290 710 820 m/z 41.10 42.07%
L e
0H’\\H‘\\H‘\H\“\M\‘\\‘\H\H\“\H\‘\1\\‘\\\”‘\\\\‘\\\\‘\\\M\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
5.0 5.60 5.80 6.00 6.20
5000 m/z 91.05 28.84%
29.0
71.0 85.0
oaso [l | es0 mo
e e el e e e e b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 [\
Abundance #14520: Nonane R A N R
43.0 5.60 5.80 6.00 6.20
57.0 m/z 85.10 24.74%
5000
290 71.0 85.0
99.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.469 3.48 ng/ul 52769 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 74
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 72

4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 56

Abundance Scan 575 (6.469 min): BG062819.D\data.ms (-570) (-) m/z 57.10 100.00%

57.1
5000 M
39 | 85.1  113.2 6.20 6.40 6.60 6.80
b el e m/z 71.10  57.97%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22103: Octane, 2,6-dimethyl-
57.0
50001 290

6.20 6.40 6.60 6.80
43.10 52.54%

g 1130 m/z
T ‘ \‘1 T \“"{ T W‘U'H‘ T \H} T ‘ }‘\ T ‘ T 1 T ‘ L \]\-4‘.2\.\0\ T ‘ LI ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0

620640660680

o

39} ‘ ‘ 850 112.0

M L S e . . R

miz--> 20 40 60 80 100 120 140 160 180

Abundance #135263: Sulfurous acid, butyl octyl ester = ‘ BARRR RS S
57.0 6.20 6.40 6.60 6.80

m/z 56.10 31.61%

5000
H A
83.0 113.0
0 I I P— 139.0 165.0 L A)\ A

m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 unknown-01 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.551 4.27 ng/ul 64729 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 47
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 47
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 38
4 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 38
5 1-Cyclohexylethanol, pentafluoro... 274 C11H15F502 1000365-50-1 32
Abundance Scan 589 (6.551 min): BG062819.D\data.ms (-580) (-) m/z 55.10 100.00%

531 g31
5000

WH,W_MW_
126.1 6.20 6.40 6.60 6.80

0 H“Mu“1“_JH_m‘w_ww_ m/z 83.10  84.56%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12178: Cyclohexane, 2-propenyl-
55.0 83.0
5000

6.20 6.40 6.60 6.80
m/z 41.10 69.77%

‘ ‘ ‘ 124.0
\\\\‘\\‘\1”\\‘1“1‘\”}\\”i‘l\\‘1‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13200: Cyclohexane, propyl-

55.0 83.0

o

“H‘w‘u“u‘w‘u“
6.20 6.40 6.60 6.80
5000 m/z 82.10 44.72%
27.0 126.0
o‘m_‘H“‘”HJ“m‘:‘m!uwm_m,mwm_m_
m/z--> 20 40 60 80 100 120 140 160 180 200 Ij\
Abundance #71754: Cyclohexane, octyl- ““‘W““_‘M“‘MNMd
83.0 6.20 6.40 6.60 6.80

m/z 56.10 40.14%

5000 55.0 j\A M\J\J
o 2900 || 1120 1390 1650 1960 M/\A»M

m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 Benzene, propyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.898 11.71 ng/ul 177499 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 70
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 46
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 38
4 Benzene, propyl- 120 C9H12 000103-65-1 38
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 35
Abundance Scan 648 (6.898 min): BG062819.D\data.ms (-637) (-) m/z 57.10 100.00%

57.1
91.1
5000
41,0

1201 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ ‘ . ‘ ‘ 1422 6.60 6.80 7.00 7.20
Obreperrr sl il LB 1422 s 91,10 79.50%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10702: Benzene, propyl-
91.0
5000 \H‘HH‘HH‘HH‘H/\H

6.60 6.80 7.00 7.20
120.0 m/z 43.10 71.30%

I T N
| | 1
\\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\H\‘\\\\’HH‘HH’HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22083: Nonane, 4-methyl-
57.0

660680700720

o

41,0
98.0
0 200 | |, 720 | 1130 142.0
et e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22082: Nonane, 4-methyl- R ARAREE RS
57.0 6.60 6.80 7.00 7.20

m/z 71.10  29.39%

m/z-->

20 30 40 50 60 70 80 90 100110120130140
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5000
410 98.0
L aeh | | o, | use 140

\\\‘V\\\‘\\\\‘\\\\‘\\\\

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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.956 7.54 ng/ul 114306 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 78
2 Nonane, 2-methyl- 142 C1eH22 000871-83-0 78
3 Octane, 2-methyl- 128 C9H20 003221-61-2 59
4 Decane, 5-methyl- 156 C11H24 013151-35-4 53
5 Octane, 2-methyl- 128 C9H20 003221-61-2 53
Abundance Scan 658 (6.956 min): BG062819.D\data.ms (-653) (-) m/z 57.10 100.00%
57.1
5000 411 (UL
85.1 w‘u“u“_‘u“u“
“ \‘ ‘ 1002 1272 6.60 6.80 7.00 7.20
Ot et e e e M/ 4310 97.15%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L IR AL B I DR B
710 6.60 6.80 7.00 7.20
m/z 41.10 50.43%
27 98.0
: I LT P
\\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\H\‘\\\\’HH‘HH’HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22074: Nonane, 2-methyl-
43.0
R AR
6.60 6.80 7.00 7.20
5000 m/z 71.10 31.90%
27.0 71.0
ow,,””lm
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14524: Octane, 2-methyl- el P Y
43.0 6.60 6.80 7.00 7.20
m/z 42.10 27.11%
5000
71.
27.0 0
R O e
‘H‘H‘wu‘w‘uw‘H‘_H‘_‘H_‘H‘HH,H‘WH‘W‘HW‘H‘_H‘_
m/z--> 20 30 40 50 60 70 80 90 100110120130140 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 7 Benzene, 1-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.998 14.65 ng/ul 222094 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 665 (6.998 min): BG062819.D\data.ms (-661) (-) m/z 105.10 100.00%

105.1
5000
120.1

RMALL L .
77.0 911 660680700720 7.40
38150 gan || | ) 0
OFr e e e e m/z 120.1 30.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
1200 6.60 6.80 7.00 7.20 7.40

m/z 77.05 12.60%

39.0 77.0 91.0
\\’\\\\’\Z\G\ho’\\11"1111"‘1111?%1‘9‘\\\‘\“\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl
105.0

660680700720740

o

120.0
91.0
LS - I o N
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl- Rmaas e e
105.0 6.60 6.80 7.00 7.20 7.40

m/z 79.10 10.19%

5000 120.0
28.0 77.0 91.0
51.0 :
0 140 \‘ ‘\ 640 M ‘ Il ‘
PR e e e e e ey

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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 Nonane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.062 15.64 ng/ul 237067 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 60
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 47
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 43
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 43

Abundance Scan 676 (7.062 min): BG062819.D\data.ms (-670) (-) m/z 57.05 100.00%

57.0 105.1
41.1
5000
‘ ‘ 7l 121 6.80 7.00 7.20 7.40
Ol sl L Ll B2 h; 165,65 o1.50%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 LU LN BN B
6.80 7.00 7.20 7.40
m/z 71.10 60.00%
39.0 77.0
L4599 | | ) 1210
O\\\\‘\\\\“\\‘1‘\”‘\\\r‘[\\{\[‘{\\‘\w\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22081: Nonane, 3-methyl-
57.0
6.80 7.00 7.20 7.40
5000 m/z 41.10 52.01%
41,0
112.0
0 25&) LIl l 8?\0 I 142.0
et
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0 6.80 7.00 7.20 7.40
m/z 43.05 49.83%
5000 410
113.0
o220l W L B0 20
m/z--> 20 40 60 80 100 120 140 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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, 1,2,3-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.127 6.60 ng/ul 99965 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Mesitylene 120 C9H12 000108-67-8 94
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 687 (7.127 min): BG062819.D\data.ms (-682) (-) m/z 105.10 100.00%
105.1
5000 120.1 j\/\A
 EAREmEEEEE S
39.0 630 70 910 6.80 7.00 7.20 7.40

o"M‘HW‘H,Huhm‘wmqumw‘umwu‘ﬁ‘uwhk‘umbu‘w m/z 120.18  47.56%

m/z--> 10 20 30 40 50 60 70 80 90 100110 120

Abundance #10707: Benzene, 1,2,3-trimethyl-

105.0 A/\
120.0 6.80 7.00 7.20 7.40

m/z 77.00  12.24%

77.0 91.0
\\’]\-\5\\0’\H“\’\\\1"‘11\\"‘1‘1\16‘131“(1)\‘\H‘\“\H\“\H\‘Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene
105.0
120.0

6.80 7.00 7.20 7.40

o

5000 m/z 119.10 11.12%
39.0 630 /0 910
Ol 200 b et el
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ﬂ
Abundance #10692: Mesitylene VAL SR At

105.0 6.80 7.00 7.20 7.40
m/z 79.10 10.29%

5000 120.0
77.0
51.0 91.0
0 27.0 | i \\64f0 ‘\\ ‘ L ‘
\\’H\\’\\\\’\\\\’\\\\’\\\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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@ Mesitylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.297 8.59 ng/ul 130257 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 716 (7.297 min): BG062819.D\data.ms (-710) (-) m/z 105.10 100.00%
105.1
5000
120.1

R REmEEE R

391 31 77‘1 911 7.00 7.20 7.40 7.60
oH_m_Hww“mm‘WMWH“‘w‘w_‘:waww m/z 120.10  30.61%

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

Abundance #10692: Mesitylene

105.0

120.0 /\ f\

5000 .
7.00 7.20 7.40 7.60

m/z 77.10 16.14%

77.0
51.0 91.0
\\‘\\\\‘\2\\7\.‘0\\\\“\\\\i‘}‘\\}“\‘\‘\\‘\\\‘U‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

700720740760

o

120.0
39.0 77.0 91.0
YRR .1 BN P Y Y S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ]\/\/\ J\
Abundance #10718: Benzene, 1,2,4-trimethyl- A A REARRREa
105.0 7.00 7.20 7.40 7.60

m/z 79.10 12.78%

120.0
5000
77.0 91.0
0 270 510 T |
SRS 1 MR PR Y Y T T

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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 2-Heptanone, 4,6-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.327 4.94 ng/ul 74944  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 59
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 50
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47
Abundance Scan 721 (7.327 min): BG062819.D\data.ms (-719) (-) m/z 43.10 100.00%
3.1
5000
69.1 85.1
7.00 7.20 7.40 7.60
109.1
b um i ““ e A2rt 0 hyz 58.10 50.68%
miz-> 20 40 60 80 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
69.0 85.0 7.00 7.20 7.40 7.60
m/z 69.10 30.61%
27.0
| | 109.0 1270
O\\\‘\‘\H\\i}\\‘H‘\‘\“\\“‘\‘\\\‘\\‘\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
R RAEEE S
7.00 7.20 7.40 7.60
5000 m/z 85.10 30.18%
270 69.0 850
miz--> 20 40 60 80 100 120 140
Abundance #8491: 2-Hexanone, 5-methyl- /kXH/\H“‘H“‘H,“H‘
43.0 7.00 7.20 7.40 7.60
m/z 41.10  28.31%
) Mv/t
27.0
71.0
obed e M T eso w140 N
m/z--> 20 40 60 80 100 120 140 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.532  56.83 ng/ul 861306 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78

2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 72

3 Nonane, 2-methyl- 142 C10H22 000871-83-0 72

4 Undecane 156 C11H24 001120-21-4 72

5 Decane 142 C1OH22 000124-18-5 72

Abundance Scan 756 (7.532 min): BG062819.D\data.ms (-750) (-) m/z 43.10 100.00%

43.1

~
=
[N

5000
105.1 7.20 7.40 7.60 7.80
Y B N P N .S m/z 57.10  98.63%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
5000
7.20 7.40 7.60 7.80
85.0 m/z 41.10 49.56%
141.0
0 il H\ 1 \‘ \\113'0 | .
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

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
AR EEEEEERER A
7.20 7.40 7.60 7.80
5000 ITI/Z 71.10 33.77%
85.0
29.0
0 \‘ “\ l th \h‘ ‘hll%o 1540 1820 2270
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22074: Nonane, 2-methyl-
43.0 7.20 7.40 7.60 7.80
m/z 85.10 22.81%
5000
71.0
98.0
L g ) o
I RN e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.826 5.87 ng/ul 89021 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 47
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 43
3 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 38
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 38
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 38

Abundance Scan 806 (7.826 min): BG062819.D\data.ms (-795) (-) m/z 57.10 100.00%

57.1
5000
39 ‘ > 105.0 7.60 7.80 8.00 8.20
127 0 151.9
B — m‘“w‘ Nemm‘,“” Qi 1270 1519 h/z 43.10  64.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33096: Nonane, 2,5-dimethyl-
57.0
5000
85.0 7.60 7.80 8.00 8.20
m/z 41.10 31.88%
29.0
oL12.0 | dﬂ Ll 1130 156.0
\\\\‘\\\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 20 40 60 80 100 120 140 160
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
R ABARARERE
7.60 7.80 8.00 8.20
5000 m/z 56.10 20.48%
29.0
“ 83.0 112.0
oHH_m_H el 2480
miz--> 60 80 100 120 140 160
Abundance #128342:Isobutylnonylcarbonaﬁa ERE e e A ARARanEa
57.0 7.60 7.80 8.00 8.20
m/z 71.10 18.45%
5000
29.0 85.0
1030 126.0
0! Pl e
m/z--> 20 40 60 80 100 120 140 160 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59

Operator : JU/RC

Sample : P3898-17DL 30X

Misc

ALS vial : 6 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 14 Sulfurous acid, decyl 2-eth... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
7.967 3.49 ng/ul 52958 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59

Abundance Scan 830 (7.967 min): BG062819.D\data.ms (-824) (-)
57.1

m/z 57.10 100.00%

5000 411
M ‘ 83.1 1132 7.60 7.80 8.00 8.20
o} S N up“h T it m/z 43.10  62.59%
miz--> 40 60 80 100 120 140 160
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000
7.60 7.80 8.00 8.20
410 m/z 71.05 46.05%
85.0 113.0
I T PO 1
0‘\‘\\\“‘\\\1“}\}\M\\\“‘\\1\‘\\\\“\\\\‘\\
miz--> 40 60 80 100 120 140 160
Abundance #59084: Decane, 2,5,9-trimethyl-
57.0
7.60 7.80 8.00 8.20
5000 ITI/Z 41.10 39.43%
41,0
miz--> 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester A Lamanasis e
57.0 7.60 7.80 8.00 8.20
m/z 55.10 27.94%
1l W
: o msomie seo ey
m/z--> 20 40 60 80 100 120 140 160 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59

Operator JU/RC

Sample : P3898-17DL 30X

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 15 Benzene, 1,2,4-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.020 7.69 ng/ul 116595 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
2 Mesitylene 120 C9H12 000108-67-8 93
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 89
5 Mesitylene 120 CS9H12 000108-67-8 81
Abundance Scan 839 (8.020 min): BG062819.D\data.ms (-835) (-) m/z 105.10 100.00%
105.1
5000 120.1 ]\
83.1 ,,M\
39.1 55.1 136.2 7.60 7.80 8.00 8.20 8.40
okt M bl wu‘p LSEC m/z 120.10 43.61%
miz-> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0 T R T
7.60 7.80 8.00 8.20 8.40
280 o1, 770 m/z 83.10 24.62%
O™ T \‘! T \“‘\ \“”\ “‘\‘\ T \M‘ T \“\ T “‘H\ \‘\““\ L
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
e
7.60 7.80 8.00 8.20 8.40
5000 120.0 m/z 119.05  12.88%
77.0
51.0
I BT VIR 'Y ) Y
miz--> 20 80 100 120 140 /\
Abundance #10715: Benzene, 1,2,3-trimethyl- w“‘w“‘w“‘wA“w‘
105.0 7.60 7.80 8.00 8.20 8.40
m/z 77.00 11.54%
120.0
5000
39.0 77.0
ob280 b u220 b Ll
m/z--> 20 40 60 80 100 120 140 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@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 17 Sulfurous acid, butyl nonyl... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
8.161 3.82 ng/ul 57958 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
2 Decane, 3-methyl- 156 C11H24 013151-34-3 50
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 47
4 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 47
5 Hexadecane 226 C16H34 000544-76-3 43

Abundance Scan 863 (8.161 min): BG062819.D\data.ms (-860) (-) m/z 57.10 100.00%

57.1
5000
85.2
AR R
| | ‘ 12‘51.1 7.80 8.00 8.20 8.40
bbbl b A m/z 43.10 84.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
5000 L L L I B BN I
85.0 7.80 8.00 8.20 8.40
290 m/z 71.10 58.46%
Ot T \‘\‘\ \“‘\ T \H“ f \‘H T “r‘”\ T \h‘ T \]‘.Z\T\O\ “]\.5\:!"\0‘ T \J\-7\?\0\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
e e
7.80 8.00 8.20 8.40
5000 m/z 41.10 50.74%
20.0 85.0
127.0
Ob el e 1560
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl- A e e RRARER
43.0 7.80 8.00 8.20 8.40
m/z 85.15 37.14%
5000 71.0
0l230 L ‘ 98.0 1260
R o S L A L AR
m/z--> 20 40 60 80 100 120 140 160 180 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@62819.D

Acqg On : 14 Sep 2024 19:59

Operator : JU/RC

Sample : P3898-17DL 30X

Misc

ALS vial : 6 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 18 (DEL) Alkane: Cyclic8.196 Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
819  3.75 ng/ul 56804  1,4-Dichlorobenzene-d4  7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, methyl- o8 C7H14 000108-87-2 43

2 4-Propylcyclohexanone 140 CSH160 040649-36-3 38
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 38
4 Cyclopentane, pentyl- 140 C10H20 003741-00-2 35

5 Propanenitrile, 2-(dimethylamino)- 98

C5H10N2

Abundance Scan 869 (8.196 min): BG062819.D\data.ms (-867) (-)
5[:

005350-67-4 35

m/z 55.10 100.00%

5.1
83.1
5000
39 119.1 A AEmAEmE R R
H ‘ ‘ ‘ ‘9%.1 ‘ 152.0 7.80 8.00 8.20 8.40 8.60
ob el B L myz e3.10 74.39%
m/z--> 20 40 60 80 100 120 140
Abundance #3751: Cyclohexane, methyl-
55.0 83.0
5000 R REEREREEEERERRE RN
39.0 7.80 8.00 8.20 8.40 8.60
m/z 68.10 72.44%
m/z--> 20 40 60 80 100 120 140
Abundance #21506: 4-Propylcyclohexanone
55.0
96.0 7.80 8.00 8.20 8.40 8.60
5000 140.0 ITI/Z 69.10 56.38%
39
11‘2.0
0 ‘1‘5‘-9\\1\‘ MJ“’* | Ml
miz--> 20 40 60 80 100 120 140
Abundance #20727: Cyclohexane, (2-methylpropyl)- AR
55.0 83.0 7.80 8.00 8.20 8.40 8.60
' m/z 41.10 36.82%
5000
390 140.0
0 ‘1‘5‘-?“;“ NMM H I . T R R
m/z--> 20 40 60 80 100 120 140 7.80 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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, cyclopropyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
8.278 5.24 ng/ul 79414  1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 93
2 Indane 118 C9H10 000496-11-7 87
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 74
4 Indane 118 C9H1e 000496-11-7 60
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 59
Abundance Scan 883 (8.278 min): BG062819.D\data.ms (-876) (-) m/z 117.10 100.00%
1171
5000 /k
911 \\\‘\\\\‘\\\\’\\\\‘\\\\
39.0 57‘1 ‘ 1372 8.00 8.20 8.40 8.60
Obrrerrprrreperiberb M IR ll M 1320 sz 118,10 51.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
Aaa b
5000 L L L L L LA AL LR
91.0 8.00 8.20 8.40 8.60
51.0 m/z 115.00  29.21%
O\\‘\\\\‘%\7\‘()\\\\“\H\HHH‘EHHT\M\‘HH‘“\HM‘\H‘HH‘HH‘HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
A A
8.00 8.20 8.40 8.60
5000 m/z 91.10 17.39%
300 630 91‘0 I
O e rmprrerprrrdprrreer bbbt e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 8.00 8.20 8.40 8.60
m/z 57.15 15.88%
5000 91.0
39.0 65.0
o"_"w‘H‘_"“"H‘;‘m‘w‘M‘H‘H“1"‘H‘H‘w“Hw!wwm,m ML S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 20 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.325 17.62 ng/ul 267066 1,4-Dichlorobenzene-d4 7.902

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 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 58
Abundance Scan 891 (8.325 min): BG062819.D\data.ms (-886) (-) m/z 83.05 100.00%
83.0
5000 55.1
39,0 140.1
‘ ‘ 1071 8.00 8.20 8.40 8.60
ob— “““‘gL‘ﬂuM‘h““wk“N“ul“‘t‘ e m/z 69.10 49.09%
miz-> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 LB L B I B |
55.0 8.00 8.20 8.40 8.60
39/0 140.0 m/z 55.10 45.33%
O\\\\‘\‘U\ \‘H‘\ \‘\‘\“ \‘\‘\ \“‘1 TT N“:L\O?\.\O\ T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
R A RBRASR TSR
8.00 8.20 8.40 8.60
5000 41.0 m/z 56.10  40.40%
140.0
5.0
ST T2 N W
miz--> 20 40 60 80 100 120 140
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- R EBARawmER LR
83.0 8.00 8.20 8.40 8.60
m/z 41.10 35.76%
5000 55.0
39.0
15.0 140.0
N ‘M‘ ‘ ;‘M il ‘ S N -2 A URLALOARA. Ave
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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 unknown-02 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
8.378 3.25 ng/ul 49215 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 27
2 Acetic acid, 1-methylcyclopentyl... 142 C8H1402 026600-59-9 17
3 2,6-Dimethyl-2,6-octadiene-1,8-d... 254 C14H2204 036052-53-6 12
4 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 10
5 Ethanone, 1-(trimethyloxiranyl)- 128 C7H1202 015120-99-7 10
Abundance Scan 900 (8.378 min): BG062819.D\data.ms (-896) (-) m/z 43.10 100.00%
5000
105.1
711 1340 S
h ‘ ‘ 8.00 8.20 8.40 8.60 8.80
0 Mww“‘ wHm”‘mwu“uw,mH_Mw,w_w m/z 58.10  36.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 \W{\\/}‘M’/\/\
85.0 8.00 8.20 8.40 8.60 8.80
m/z 105.10 28.57%
15.0 ‘ 109.0
O \\\‘\”\\‘\\\‘ ’\‘\“\\“‘\‘\\\‘\\‘\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22810: Acetic acid, 1-methylcyclopentyl ester
43.0
YAV ALV WA
8.00 8.20 8.40 8.60 8.80
5000 84.0 m/z 119.00 26.83%
I | 1240
Ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\ /\A
Abundance #140397: 2,6-Dimethyl-2,6-octadiene-1,8-diol diacetate e A R
43.0 8.00 8.20 8.40 8.60 8.80
m/z 84.10 23.54%
5000
84.0 134.0
ot b %80, 2050 Lokl TV,
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.437 10.07 ng/ul 152699 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 60
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 58
3 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 53
4 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 50
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
Abundance Scan 910 (8.437 min): BG062819.D\data.ms (-905) (-) m/z 57.10 100.00%
57.1
5000
85.1 105.1
R REEmaEEEL SR e
39“ Uﬂ ‘ “ 1341 1562 8.20 8.40 8.60 8.80
L s I e I P TN o m/z 43.10 75.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
5000 LU L B I IR R
8.20 8.40 8.60 8.80
29.0 85.0 m/z 41.16  38.97%
O\\ \\‘\‘\ T \““\ T \“!“ T \H‘\ ’ T \“‘ \l\J-\Z.\O‘ L ‘ T \:L\E)\G-’O\
miz--> 20 40 60 80 100 120 140 160
Abundance #14535: Heptane, 4-ethyl-
43.0
AR RaaEE S
8.20 8.40 8.60 8.80
5000 m/z 105.10 32.91%
85.0
ol 260 m“u e | L wso
miz--> 20 40 60 80 100 120 140 160
Abundance #33096: Nonane, 2,5-dimethyl- H“““W“‘W“H‘Aﬁ
57.0 8.20 8.40 8.60 8.80
m/z 85.10 30.74%
5000
85.0
29.0
2o L b L s seo AL MY
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.496 4.82 ng/ul 73016 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 83
2 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 78
3 Decane, 4-methyl- 156 C11H24 002847-72-5 78
4 Heptane, 2,5,5-trimethyl- 142 C1OH22 001189-99-7 78
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 78

Abundance Scan 920 (8.496 min): BG062819.D\data.ms (-916) (-) m/z 43.10 100.00%

43.1 71.1
5000
112.1 T T T T T T T
8.20 8.40 8.60 8.80
0brrpeee b b e Wz 71010 92.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33090: Decane, 4-methyl-
43.0
71.0 M

5000 H“‘H“H“_“w“‘
8.20 8.40 8.60 8.80

m/z 57.10 87.19%

112.0
O \\\‘\‘\‘\\“‘\\\h‘\VV‘\“f“\\\’\\L‘\’\\\\’\]\_?\6’-\0\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate
43.0 71.0
P
8.20 8.40 8.60 8.80
5000 ITI z 70.10 34.27%
119.0
0 150 || ‘ ‘\ 95,0 | ‘ 147.0 175.0 206.0
‘H‘H"_‘H“H‘_“W‘H‘,H‘w“u,u“_‘H“H‘_
miz--> 20 40 60 80 100 120 140 160 180 200 220 M»\ W
Abundance #33089: Decane, 4-methyl- R AARTmEEEEE LT
43.0 8.20 8.40 8.60 8.80
710 m/z 41.10  31.42%
5000
112.0
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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 24 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.543 7.35 ng/ul 111459 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 976089-59-3 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 90
Abundance Scan 928 (8.543 min): BG062819.D\data.ms (-924) (-) m/z 119.10 100.00%
119.1
5000
Ve e
65-1 ‘ 8.20 8.40 8.60 8.80
ob bl bl 4% 7 1es.10 59.33%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 \ \‘\\\\‘\\\\‘\\\\’/\\\/}\/‘\\
8.20 8.40 8.60 8.80
m/z 91.05 50.54%
39.0
O ‘\‘\J\‘\“M\““\‘“\\l‘l“\n \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 42.61%
39.0
0 “NﬂWwMMJNJ‘M““w“““w“““_“““w
miz--> 0 50 100 150 200 250 300 350 400
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- \ A BEmEaREEEsEEE
119.0 8.20 8.40 8.60 8.80
m/z 92.05 17.56%
5000
39.0
0 _uh‘wﬂw“N S
m/z--> 0 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 8
R.T. EstConc Area Relative to ISTD R.T.
8.672 10.36 ng/ul 157020 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 78
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 72
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 50

Abundance Scan 950 (8.672 min): BG062819.D\data.ms (-944) (-) m/z 57.05 100.00%

57.0 H
5000 85.1
LW 05.1 126.2 8.40 8.60 8.80 9.00
o N S Y O . S m/z 43.10  68.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
43.0
5000 71.0
8.40 8.60 8.80 9.00
m/z 71.05 59.10%
0 \2‘3\.¢\ T \‘!“ T \h{ T 98.0 \1‘2\?\0\ L L I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester
43.0
8.40 8.60 8.80 9.00
71.0 .
5000 m/z 41.10 49, 20%
b e L 270 3270 1610 asro
miz--> 20 40 60 80 100 120 140 160 180
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester R ARAREEREEsAe
57.0 8.40 8.60 8.80 9.00
m/z 85.10 44 .59%
5000 85.0
29.0 113.0
0 w‘d‘W“‘wh‘N‘w””‘w“lw“‘w“‘w“‘w“‘
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 Benzene, 1-methyl-4-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.707 6.02 ng/ul 91254  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
Abundance Scan 956 (8.707 min): BG062819.D\data.ms (-953) (-) m/z 105.10 100.00%
105.1
5000 ]\A
134.1 AMATL M A
91 620 77‘-0 ‘ 8.40 8.60 8.80 9.00

oH_m_m_Hu"mwuuwﬁmHH“HH“uH_‘:lwwwww m/z 134.05  20.09%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17052: Benzene, 1-methyl-4-propyl-

105.0
5000 ]\”
8.40 8.60 8.80 9.00
134.0 m/z 77.05 12.76%
77.0
0H‘HH‘%Z\'RH\“H?]‘T\.\()H‘\‘\‘H‘\Hm‘HH“MH‘\M!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 106.10 11.52%
77.0 134.0
51.0
0"‘H"‘m‘“Hw"H‘i“m‘wm“‘“1“‘m"‘H“‘ll‘wuw‘w!uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 r/\ {\
Abundance #17046: Benzene, (1-methylpropyl)- ““H‘QN‘H,‘ﬁH“‘H,
105.0 8.40 8.60 8.80 9.00

m/z 103.00 10.67%

5000
134.0
27.0 51.0 77.0 ‘ ‘ /\
0 | M L] i

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 27 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
8.854 5.04 ng/ul 76432  1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 981 (8.854 min): BG062819.D\data.ms (-976) (-) m/z 119.05 100.00%
119.1
5000
134.1 /L
91.1 A A
390 651 ‘ 8.60 8.80 9.00 9.20
b et bl I sz 134,05 31.13%
miz-> 20 40 60 80 100 120 140

Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-

1

5000 P e Pk
8.60 8.80 9.00 9.20
91.0 134.0

m/z 91.10  21.94%

39.0 65.0 ‘ ‘
05 \1\5\.0‘ I “‘ T \‘M‘ T “‘1‘ T f‘H‘ T “H“\ T M l T T
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0

8.60 8.80 9.00 9.20

5000 ITI/Z 105.00 15.52%
134.0
15.0 39.0 65.0 91.0
[o] Hu— \‘ — “ — “\ , ‘\M\ - I “ [ “ - \}“‘ . \M Ce
miz--> 20 40 60 80 100 120 140 /\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- e ‘/‘\(} AR
119.0 8.60 8.80 9.00 9.20

m/z 77.10 9.67%

5000
91.0 134.0
39.0 65.0 ‘ ‘
0 150\ L1 \‘ H ‘ n w‘\‘\ H‘ L
HH‘HH‘HH‘HH‘HH‘HH‘HH“

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 28 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.895 10.09 ng/ul 152910 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 55
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 55
3 p-Cymene 134 C1eH14 000099-87-6 55
4 o-Cymene 134 C1eH14 000527-84-4 55
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 55
Abundance Scan 988 (8.895 min): BG062819.D\data.ms (-984) (-) m/z 119.10 100.00%
119.1
57.1
5000 85.1 \l\ /\/
39 8.60 8.80 9.00 9.20
‘ || ‘1(#%0 L ‘ 156.1 . : . . 9
O B R e e e m/z 57.10 64.71%
mlz--> 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
5000
8.60 8.80 9.00 9.20
91.0 m/z 43.05 43.51%
150 390 450 | 4
O+ \‘\ T \‘\ T \“‘\ \“\‘\“‘\‘\ T \‘”‘ 1T ‘W\ \‘\w T \‘\.‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.60 8.80 9.00 9.20
5000 m/z 58.10 41.31%
39.0 o0
. 65.0
0L el el 1360
miz--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 85.10 37.92%
5000
91.0
41.
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 p-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.007 13.47 ng/ul 204123 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 o-Cymene 134 C10H14 000527-84-4 93
5 o-Cymene 134 C1oH14 000527-84-4 93
Abundance Scan 1007 (9.007 min): BG062819.D\data.ms (-998) (-) m/z 119.10 100.00%
119.1
M ),
43.1 910 O ARVAV.NWIVITYS
‘ 69.1 ‘ 8.60 8.80 9.00 9.20 9.40
| M ‘H‘u Jw!“u b b Lo bl Al L1580 s e 29.23%
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
5000
8.60 8.80 9.00 9.20 9.40
91.0 m/z 134.05 28.85%
150 390 650 ' :l
O+ \‘\ T \‘\ T “\ \“\‘\‘H\‘\ T \‘”‘ T \“i‘\ ‘W\ \‘\‘L T \lwpl‘ow T
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 /\
R R R GALRLREL
8.60 8.80 9.00 9.20 9.40
5000 m/z 91.05 22.96%
91.0
41.0 65.0
Ol el e L1960
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.60 8.80 9.00 9.20 9.40
m/z 55.10 22.86%
5000
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 3@ (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.130  40.85 ng/ul 619217 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Decane 142 C10H22 000124-18-5 90
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
4 Undecane 156 C11H24 001120-21-4 83
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1028 (9.130 min): BG062819.D\data.ms (-1018) (-) m/z 57.10 100.00%

57.1
5000
85.1
H ‘ 113.2 . 8.80 9.00 9.20 9.40
Ol el WM132 1862wz 43.05  90.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane
57.0
5000
8.80 9.00 9.20 9.40
. 41.10 41.74%
290 85.0 m/z
LT e o
O \\\‘\‘\\\“M\\\“\\H\‘1\\\‘\\i‘\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0
A AEaesESEI e
8.80 9.00 9.20 9.40
5000 m/z 71.10 40.92%
71.0
o‘1‘5‘-9\;\"wH\!mJ‘?ﬁ'?‘h_}f‘f-‘?wW_WH,W
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 8.80 9.00 9.20 9.40
m/z 85.10 24.69%
5000
85.0
29.0
o h ‘h‘ M10 1540 1820 227¢
e e e e A e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 31 unknown-@3 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.254 7.16 ng/ul 108538 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 38
2 4-Methylphenyl acetone 148 C10H120 002096-86-8 38
3 Benzene, (1-methylbutyl)- 148 C1l1H16 002719-52-0 30
4 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 22
5 Diglycolic acid, 2-acetylphenyl ... 336 C18H2406 1000382-72-2 22
Abundance Scan 1049 (9.254 min): BG062819.D\data.ms (-1040) (-) m/z 105.10 100.00%
105.1
5000 57.1 148.1
411
H ‘ H79'0 25.1 9.00 9.20 9.40 9.60
] ERSS———! JW‘ i NN it J‘H, ‘: WHW bl m/z 119.10  52.06%
miz--> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
9.00 9.20 9.40 9.60
010 148.0 m/z 91.10 41.77%
41.0 65.0 ‘ ‘ l
O\\\‘\‘\\\“‘\\‘\\“\‘\\\“‘\\\\"1\\‘\“‘\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #26208: 4-Methylphenyl acetone
105.0
9.00 9.20 9.40 9.60
5000 43.0 m/z 148.05 39.92%
77.0 148.0
27.0
SN M 1 L 1 M SR N & 5
miz--> 20 40 60 80 100 120 140
Abundance #26372: Benzene, (1-methylbutyl)- ““N‘A“““‘H“ﬁﬁ‘J
105.0 9.00 9.20 9.40 9.60
m/z 57.10 37.77%
5000
270 7.0 148.0
51.0 :
Ol T L1280 |
m/z--> 20 40 60 80 100 120 140 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@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 32 Heptyl isobutyl ketone Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.811 4.15 ng/ul 264962  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptyl isobutyl ketone 184 C12H240 019594-40-2 78
2 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 53
3 5-Nonanone 142 C9H180 000502-56-7 38
4 5-Nonanone 142 C9H180 000502-56-7 38
5 5-Nonanone 142 CSH180 000502-56-7 38
Abundance Scan 1314 (10.811 min): BG062819.D\data.ms (-1308) (- m/z 57.10 100.00%
57.1
85.0
5000 109.1
= =
10.50 11.00
181.2
0 M_MU; : h‘” A ‘”JM bl PRS0 h/z ssiie 59.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58926: Heptyl isobutyl ketone
57.0
85.0 A
5000 ey
1270 10.50 11.00
290 m/z 85.05 55.24%
ob ol bl Loabslo | isio 1820
\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #58940: 4-Nonanone, 2,6,8-trimethyl-
57.0
IVAWATWY,V\ 08
85.0 10.50 11.00 )
5000 m/z 41.10 54.69%
109.0
20 h H 141.0 184.0
0 HW‘“H“‘M‘M H‘w‘,uH_m_m_m_m_w
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22976: 5-Nonanone = =
57.0 10.50 11.00
85.0 m/z 43.05 51.84%
29.0
5000
L g0 MR
L
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.069 4.17 ng/ul 266264  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 50
2 1-Octene, 2-methyl- 126 C9H18 004588-18-5 38
3 1-Octene, 2-methyl- 126 C9H18 004588-18-5 38
4 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 37
5 Cyclohexylamine 99 C6H13N 000108-91-8 37

Abundance Scan 1358 (11.069 min): BG062819.D\data.ms (-1352) (-  m/z 56.10 100.00%
5

6.1
5000
1111 I ‘
O el e e e e e m/z 71,100 33.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000
11.00
29.0 111.0 m/z 55.05  29.20%
145.0
85.0
0 T \“\‘rr\“uh‘\1‘\\‘r‘\\\“1\7\0\.\()‘\\]\_9\?-\0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13192: 1-Octene, 2-methyl-
56.0
T T
11.00
5000 ITI/Z 69.05 28.89%
29.0
LI Lm0 o
0“H“H‘1HJ"wh‘ﬂ“q“m‘ﬂ‘u“u“u“‘u“_‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13191: 1-Octene, 2-methyl- T ‘
56.0 11.00
m/z 57.10 28.78%
5000
29.0
L aso 20
O e e e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
12.109 2.31 ng/ul 147392  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 38
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 38
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 35
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 35
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 35

Abundance Scan 1535 (12.109 min): BG062819.D\data.ms (-1528) (- m/z 57.10 100.00%
£

1
P -
‘ ‘ 145.0 167.1 12.00 12.50
o bl T myz 43010 77.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
5000 LY ]
12.00 12.50
29.0 85.0 m/z 41.10 56.87%
0 T ‘ \M T \“‘} T \‘!“ T \“} T T \H‘ \1\1i‘3\.0‘\‘\ \]-\4.‘1\.0\\ T ’ TTT \]-‘8\4\0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
P o
12.00 12.50
5000 ITI/Z 55.05 48.47%
29.0
85.0
o a0 7o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45503: Decane, 2,9-dimethyl- — —
43.0 12.00 12.50
m/z 71.05 44.61%
) ] A/\U\,/\\
99.0 127.0 ‘\./M‘
0288 1 L i %80 PO sss0 |

e
m/z--> 20 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 32
R.T. EstConc Area Relative to ISTD R.T.
13.355 4.22 ng/ul 119901  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 74
2 Tridecane 184 C13H28 000629-50-5 64
3 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 64
4 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59

Abundance Scan 1747 (13.355 min): BG062819.D\data.ms (-1742) (-  m/z 57.10 100.00%

57.1
5000
85.1
“ —
13.00 13.50
126 2154.1
0 T m/z 43.10 81.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
5000 — i
85.0 13.00 13.50
290‘ m/z 71.10 55.33%
11
0 H\‘\‘\‘\\‘HH‘H“}\“E‘\\\“‘Hﬁ‘?‘%?ﬂ:\?ﬁ??\o‘\]\.\g\?\(\)\\’HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59025: Tridecane
57.0
— —
13.00 13.50
5000 m/z 41.10 35.87%
29.0 85.0
0 \‘ | ] 113.0141.0 184.0
et e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #157266: 1-lodo-2-methylnonane — —
43.0 13.00 13.50
m/z 85.10 34.11%
5000 71.0
1270
0 \‘ I h | 9902270 4600 2110 aeac WAL, %)

m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 Naphthalene, 1,6-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.707 4.79 ng/ul 136133  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 89
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86

Abundance Scan 1807 (13.707 min): BG062819.D\data.ms (-1798) (- m/z 156.10 100.00%
156

56.1
5000 ]R
13.50 14.00
0! m/z 141.05 71.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 el : j\\
13.50 14.00
m/z 155.00 42.06%
115.0
oL 280 490 69.0 e
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0 (\\A
i ALy
13.50 14.00
5000 m/z 128.00  24.44%
77.0 128.0
27.0 51'0‘ | 1020] |
o) N A S, o S N | BN
miz-> 20 40 60 80 100 120 140 160 180
Abundance #33145: Naphthalene, 2,7-dimethyl- “AAAM"W]W‘\“ c
156.0 13.50 14.00
m/z 161.00 21.20%
5000
77.0
51.0 115.0 N
P T N A | R Y
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 Naphthalene, 2,6-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.854 4.72 ng/ul 133911  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 91
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 91
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90

Abundance Scan 1832 (13.854 min): BG062819.D\data.ms (-1825) (- m/z 156.10 100.00%

156.1
5000 ]R
MUY b
842 13.50 14.00
ST D T
0 m‘p\ul“u‘““H“MH“HHM‘ Lo i m/z 141.00  93.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 j\\ A
13. 50 14 00
o 270 115.0 m/z 155.10 32.74%
O\\\\‘2\7\\0\‘\\\\‘H\‘\HH“\\\\‘\\\\‘\“!‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0 (\\”,j'\
13.50 14.00
5000 ITI/Z 128.00 25.37%
115.0
51.0 /7.0 ‘ ‘
O rrrrrrrr bbbl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33159: Naphthalene, 1,3-dimethyl- M‘W’]W‘\‘ : —
156.0 13.50 14.00
m/z 115.00 20.92%
5000
76. 115.0
27.0 51.0 ‘ ‘
owmJ"uhW‘H‘wl“_wm‘_‘LJ“H‘Mwww_m e Al Ty
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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 40 Naphthalene, 2,7-dimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.901 3.87 ng/ul 109942  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 87
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 87
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 87

Abundance Scan 1840 (13.901 min): BG062819.D\data.ms (-1837) (- m/z 156.10 100.00%
5.1

15
5000 ]R
MU g
441 63‘.1 85.1 13.50 14.00
Ol ! m/z 141.85 86.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 ] j\\j\
13.50 14.00
m/z 154.95 40.74%
77.0 128.0
41.0
O \\\‘\‘\ T \“‘\ \“\‘\ ‘H } \‘H“ T \170‘2\.\0\‘\ ‘ \‘!‘\ \‘i‘\ \‘w’ L 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 (\\A
AL WA
13.50 14.00
5000 ITI/Z 115.10 25.20%
115.0
77.0
obn 270 350 syl
miz--> 20 40 60 80 100 120 140 160 M
Abundance #33134: Naphthalene, 1,7-dimethyl- — Al
156.0 13.50 14.00
m/z 157.10 13.85%
5000
770 115.0 J\J\(\
51.0 : )\\
NI oo A = | R\ WA & 1% Y10
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00

SFAM-EPA-BGO90924.MA.M Mon Sep 16 ©3:17:28 2024 Page: 40



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.430 4.22 ng/ul 119774  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Eicosane 282 (C20H42 000112-95-8 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1930 (14.430 min): BG062819.D\data.ms (-1925) (- m/z 57.10 100.00%
57.1
5000
85.0
——
14.50
113.0 1411
0 MHH\‘:HHH‘ it AT A822 o m/z 43.10 74.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 1
14.50
290 85.0 m/z 71.10  51.92%
0 “ ‘ L | H‘ 113.0 141.0 169.0 197.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘\\H‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
——
14.50
5000 m/z 41.05 34.39%
85.0
29.0
do L Mooy 2
b e et bl e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane —
57.0 14.50
m/z 85.05 30.26%
5000 85.0
29.0
0 \‘ L H \‘\ il ‘11? 0 141 0169.0 212.0
o e e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 Sulfurous acid, 2-ethylhexy... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
15.382 4.06 ng/ul 115233  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
2 Tridecane 184 C13H28 000629-50-5 86
3 Nonadecane 268 C19H40 000629-92-5 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 2092 (15.382 min): BG062819.D\data.ms (-2089) (- m/z 57.10 100.00%
57.1

- e M\/MJL/\-
15‘00‘ ‘15‘50‘
113.1 . :
Obrrrrrrferbe bt A2AIALL 1790 2289 L0 43010 81.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
85.0
5000 o e
15.00 15.50
m/z 71.10 56.50%
29.0 113.0
O\H‘\‘\‘H“‘iHh‘“\h}\““\\\‘\\1\‘\\H‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
= —r
15.00 15.50
5000 m/z 85.10  41.92%
85.0
29.0
| ‘ | |, 11301410 184.0
0m‘“m“‘lm“‘“mum“_mhmH‘mHWH‘mwuwmwmWm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane — —
57.0 15.00 15.50
m/z 41.10 39.57%
85.0
5000
29.0
bbb 4 PR o100rare  asn e
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.

15.787 3.27 ng/ul 92880  Acenaphthene-dile 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 47
2 Tetracosane 338 C24H50 000646-31-1 47
3 Undecane 156 C1l1H24 001120-21-4 45
4 Hexadecane 226 Cl6H34 000544-76-3 43
5 Octadecane 254 C18H38 000593-45-3 43

Abundance Scan 2161 (15.787 min): BG062819.D\data.ms (-2149) (- m/z 57.10 100.00%
57.1

169.1
— —
9.1
L L. f\\ ) ‘ 2222 _— -
ob bl oyl b |4 m/z 43.18  39.82%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — —
15.50 16.00
9.0 m/z 71.10 38.79%
\\\\‘ \\\ \\\\\\\\‘\\\\’1\\\\
m/z--> 50 100 150 2000 250 300 350
Abundance #246479: Tetracosane
57.0
— —
15.50 16.00
5000 m/z 169.05 25.97%
9.0
ob Ly [0 2802670 swo0
m/z--> 50 100 150 200 250 300 350 ﬂ\ AJK
Abundance #33077: Undecane ‘N‘ ‘ s
57.0 15.50 16.00
m/z 41.10 24.66%
B m
90
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
15.887 2.06 ng/ul 58625  Acenaphthene-d10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 35
2 Decane 142 C10H22 000124-18-5 27
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 27
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 27
5 4-Benzoyl-1-piperazinecarbaldehyde 218 C12H14N202 1000332-13-9 22

Abundance Scan 2178 (15.887 min): BG062819.D\data.ms (-2174) (- m/z 105.00 100.00%

431 770 OPO
5000
vk e AT
15.50 16.00
0! m/z 43.10 82.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107231: Pentadecane, 6-methyl-
57.0
5000 = —
15.50 16.00
85.0 m/z 77.00 81.96%
154.0
0 Jp )] 120 3980 165 2110
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0
il A
15.50 16.00
5000 ITI/Z 71.10 81.27%
71.0
0‘1‘5‘-9\;\»‘“‘\!uww:\‘?%,-?h,mlf‘,%:?‘_WH_HW‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester = —
43.0 15.50 16.00
m/z 57.10 55.77%
5000 71.0
0
ol ) AL 1250 1690 2030 233
A RERE R a o R RARRSARGaEREEE: g —r
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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.246 5.49 ng/ul 217599  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Tridecane 184 C13H28 000629-50-5 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 74
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
Abundance Scan 2239 (16.246 min): BG062819.D\data.ms (-2234) (- m/z 57.10 100.00%
57.1
5000 85.1 kNLN
— —
“ | 1131 1412 ‘18‘4.1 Ja0.c 16.00 16.50
O brrrprrrr bl el e e M/ 43.10 74.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
5000 e ——
85.0 16.00 16.50
290 m/z 71.10 66.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59025: Tridecane
57.0
— —
16.00 16.50
5000 m/z 85.10 43.60%
29.0 85.0
0 ‘\‘ \‘\ H\ [ ‘\‘ \\113'0‘141'0 184.0
A Rt A RAREa e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59027: Tridecane T —
57.0 16.00 16.50
m/z 41.10 35.82%
N Il /fokavwﬁLUNMWMMNN
L oo o
(VY SRS A O T ot —r— —
m/z--> 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 30
R.T. EstConc Area Relative to ISTD R.T.
17.039 4.32 ng/ul 171416  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Eicosane 282 (C20H42 000112-95-8 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2374 (17.039 min): BG062819.D\data.ms (-2370) (- m/z 57.10 100.00%

57.1
5000
17.00 |
261 | ’
ol dlL 2L 19722542 535 . 4310 77.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0
5000 — :
17.00
m/z 71.10 57.83%
ot AP0 197.0 268.0
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
T I
17.00
5000 ITI/Z 85.10 40.50%

|, 2270 197.0 282.0

—

0 _‘H“H‘_"w‘H“H‘w“u,u“w‘u,‘u‘_“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74005: Tetradecane
57.0 17.00
m/z 41.10 35.23%
B M\M\/J\M
J ] p270 198.0
O e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
17.092 2.84 ng/ul 112489  Phenanthrene-die 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 46
2 Tetradecane 198 C14H30 000629-59-4 46
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 46
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 46
5 Pentadecane 212 C15H32 000629-62-9 46

Abundance Scan 2383 (17.092 min): BG062819.D\data.ms (-2379) (- m/z 57.10 100.00%
57.1

184.0
5000
85.1
T \
127.1
H b ol ] 02858, )y 2390 269 i
0“wu‘wumwmhwhwhﬁwwmwwmu_mMMHM‘Mquhquu‘ud m/z 184.00 66.12%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
5000 85.0 — A ‘

29.0 m/z 71.10 65.06%

\H‘\‘\‘H‘HH‘\\“}\“1‘\\\“:L\]\-?‘?‘\]-\%‘]T\(\)\J-‘\G%\(‘)\]\-\g\?\(\)\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0

o

17.00
5000 85.0 ITI/Z 43.10 48.92%
29.0
0 ||| 1130141.0169,01980
H‘_‘H_‘H‘H:Wm‘w‘mw‘H‘p‘uw‘u‘u‘wu‘w‘H‘_H‘_‘H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl- —— ‘
57.0 17.00
m/z 85.10 32.87%
5000
85.0
113.0
29.0 183.0
o T L aa0 P aa6.00530
‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_H‘_‘H‘HH‘H“ P
m/z--> 20 40 60 80 100120140160180200220240260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
17.773 3.62 ng/ul 143667  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 86

Abundance Scan 2499 (17.773 min): BG062819.D\data.ms (-2495) (- m/z 57.10 100.00%
57.1

. Wh\/\w
—— —
99 1 17.50 18.00
1411 183 1
o AL Ty 24 1831 2263 2655 L, 43,10 85.80%
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
5000 e -
17.50 18.00
m/z 71.10 59.70%
99.
O T 2\61\0‘\“‘ ‘ H‘ H‘ “‘ H‘ \ T ]\-4} ‘O‘\ ?-8\3\0‘ T T 2\4\0’0 T T T T
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
— —
17.50 18.00
5000 m/z 85.10 43.27%
99.0
ol | |99 0 o meo
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 17.50 18.00
m/z 41.10 32.30%
- MM%MAﬁMMMﬂNMANﬁMUWW
0 L‘ L1 ‘\ | 1410 1830 2300 296
—— ““ A — R o
miz--> 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 18.00

m/z 41.10  28.95%

Peak Number 55 Hexadecanoic acid, methyl e... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.944 7.35 ng/ul 291254  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
Abundance Scan 2528 (17.944 min): BG062819.D\data.ms (-2524) (- m/z 74.10 100.00%
74.1
5000 43.1
143.1 227.1 Lol
M || por1 185.1 270.1 18.00
O et th bbb b e ey m/z 87.05 0 71.08%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T T
43.0 18.00
143.0 m/z 43.10 37.95%
‘u \“ ‘\‘ h\lc\)\lo | 17\1 0\199022\70 270.L
O\‘HH’HH‘H‘H’\‘H\“HH’\H\‘HH’HH‘\H\‘HH‘HH‘HH‘H‘H’
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
——
18.00
5000/ 43.0 m/z 55.10 30.76%
| | 010 1430 1850 2280
owHH‘,MHwmu,‘mn‘mH,"MwHH,‘m_‘Hn_ww_ww,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
——

5000, 43.0

‘ M\ H\Hu 1430 yg50 2070 270c

owHH,‘HwHH,‘Mw,w_m,w_wwwwwm,
miz—> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 56 2-Bromotetradecane Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
18.467 3.34 ng/ul 132393  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2617 (18.466 min): BG062819.D\data.ms (-2613) (- m/z 57.10 100.00%
57.1
o MV\«AVW
——
h 99\'1 140.2169.2 210.1 281 1850
Ol bl S0 B2 m/z 43,10 68.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168307: 2-Bromotetradecane
57.0
5000 T
18.50
99.0 m/z 71.10 65.26%
27‘.0“ ‘ “ | ‘ ‘ E_41.0 197.0
O\H‘\‘\H‘i\\”\"\‘”\’“\H“H‘H‘HH“H\‘\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #132769: 2-Bromo dodecane
57.0
—
18.50
5000 m/z 85.10 47.11%
27,0 9.0 169.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59038: Dodecane, 2-methyl- —
43.0 18.50
m/z 41.10 31.37%
5000
85.0
B e a7} o
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 57 6-Octadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.119 10.11 ng/ul 400764  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98

Abundance Scan 2728 (19.119 min): BG062819.D\data.ms (-2716) (- m/z 55.10 100.00%

55.1
5000
P e
180.2 2221 264'12961 19.00 19.50
oLl 1 m/z 41.10 69.18%
miz--> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.0] 74.0
5000 — —
19.00 19.50
10.0 9990 264.0 m/z 69.10  63.36%
LI, L s 22
0+ \“ M‘” iy
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
e e
19.00 19.50
5000 87.0 m/z 74.10  54.40%
23.0
‘ ‘ WA‘ 180.0 222.0 264.02960
02‘5“0“‘\“ | I \\MHMHH\ ol | - ‘\ - ‘H‘ vt
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester — e
55.0 19.00 19.50
m/z 43.10 52.63%
5000
87.0
264.0
Ll e, amo 20 | o
O‘h‘ ““ I \\u\“d‘mu‘\\\‘wm‘u‘ }““VLH i —r— ——
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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 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 58 Methyl stearate Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
19.254 3.72 ng/ul 147435  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 90
2 Methyl 13-methyltetradecanoate 256 C16H3202 1000424-50-7 89
3 Methyl stearate 298 C19H3802 000112-61-8 81
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 74
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 74
Abundance Scan 2751 (19.254 min): BG062819.D\data.ms (-2746) (- m/z 74.05 100.00%
74.0
5000 43.1 ﬁ
143.1 255.2 L
199.1 19.00 19.50
SR [ 298.
O L T L e e ANl m/z 87.10  62.16%
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 — A .
43.0 19.00 19.50
143.0 m/z 43.10 44.78%
‘ M | g0 ‘ 199.0  255.0 298.(
04— \““L‘i“ \“”‘\ “ \“'\ ‘\ L T “ T T “\‘\ T \“
miz-> 50 100 150 200 250 300
Abundance #143559: Methyl 13-methyltetradecanoate
74.0
— —
19.00 19.50
5000 m/z 55.10 29.23%
. 213.0
‘ 143.0 ‘ 256.0
ol dlldsme | o [ T
miz--> 50 100 150 200 250 300
Abundance #197273: Methyl stearate T T
74.0 19.00 19.50
m/z 41.10 26.13%
50001 43.0
143.0
199.0 255.0 208.(
bl o, | [
0 ‘\““\‘1“\““\”‘ e e \‘\‘\i\‘\\\“‘\h\\\“ 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 : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
19.671 2.47 ng/ul 132115  Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Eicosane 282 C20H42 000112-95-8 59
3 Hexadecane 226 C1l6H34 000544-76-3 59
4 Tetradecane 198 C14H30 000629-59-4 50
5 Tetracosane 338 C24H50 000646-31-1 49
Abundance Scan 2822 (19.671 min): BG062819.D\data.ms (-2817) (- m/z 57.10 100.00%
57.1
212.1
5000
9.1 ig‘sd éo‘od
o) M— \h\ w\uh‘u H Pl ‘\‘6?\(\)“‘“‘\ ‘H“ “26‘3“5‘?‘ o ‘:"’5’4"“ m/z 2]:2.19 69-.82%
mlz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 e ——r
19.50 20.00
m/z 43.10 62.89%
0 18¢ w“\ ‘ “\ H M‘ I ]\-4;(\) 183.0 226.0
\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
—— —
19.50 20.00
5000 m/z 71.10 56.87%
9.0
il R e e e R
miz--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane 7 ——
57.0 19.50 20.00
m/z 85.10 43.66%
5000
9.0
otsa L1 1m0 M
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
21.193 3.61 ng/ul 193260  Chrysene-di2 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 46
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 45
3 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 43
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 38
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 38

Abundance Scan 3081 (21.193 min): BG062819.D\data.ms (-3077) (- m/z 57.10 100.00%
57.1

5000
112.1
\ it 2100 2150
21.00 21.50
- h““l | T I i ‘ 128093269 400! 1, 43.10  66.22%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
5000 et i
21.00 21.50
‘113 oo m/z 71.10 65.90%
O\\{“‘ “‘\“\“’\“\‘\\‘5’5\\0\\“’\\\\‘2\67\\0\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
s —
21.00 21.50
5000 m/z 70.10  46.93%
oL LLLLTT, 3990 500
miz--> 50 100 150 200 250 300 350 400
Abundance #181390: Oxalic acid, 2-ethylhexyl isohexyl ester e e
57.0 21.00 21.50
m/z 55.10 37.75%
5000
112.0
157.0
AN s G v o
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 61 Nonanedioic acid, bis(2-eth... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
22.291 4.42 ng/ul 236576  Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Nonanedioic acid, bis(2-ethylhex... 412 C25H4804 000103-24-2 59
2 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 46

3 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 43
4 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 38
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 35

Abundance Scan 3268 (22.291 min): BG062819.D\data.ms (-3262) (-  m/z 171.05 100.00%

171.1
57.1
5000
112.1 L L
] h | 2412 283.1 3931 22.00 22.50
- m bbb 2412 29028231 s 57,10 80.28%
miz--> 100 150 200 250 300 350
Abundance #309216. Nonanedioic acid, bis(2-ethylhexyl) ester
171.0
5000 1 1
57.0 22.00 22.50 .
H 112.0 m/z 71.10 49.97%
04— ‘\M“ T ‘\ \‘h\”‘ \‘h \H\ \“‘ T “\ ‘\ ‘2‘\1?\0\ T \2\8\‘3\0‘ T \\35‘4\.'
miz--> 50 100 150 200 250 300 350
Abundance #291212: Carbonic acid, 2-ethylhexyl pentadecy! ester
57.0
e o
22.00 22.50
5000 112.0 ITI/Z 43.10 41.68%
210.0
ouL \“ LI
miz--> 100 150 200 250 300 350
Abundance #251110.0xahcacm,decylZ%ﬂhWhexyleﬁer e —
57.0 22.00 22.50
m/z 55.10 34.76%
5000
112.0
‘ 1850
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062819.D

Acqg On : 14 Sep 2024 19:59
Operator : JU/RC

Sample : P3898-17DL 30X
Misc :

ALS vial : 6 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 5.928 9.3 ng/ul 140557 1 7.902 303129 20.0
(DEL) Alkane: S... 6.469 3.5 ng/ul 52769 1 7.902 303129 20.0
unknown-01 6.551 4.3 ng/ul 64729 1 7.902 303129 20.0
Benzene, propyl- 6.898 11.7 ng/ul 177499 1 7.902 303129 20.0
(DEL) Alkane: S... 6.956 7.5 ng/ul 114366 1 7.902 303129 20.0
Benzene, 1l-ethy... 6.998 14.7 ng/ul 222094 1 7.902 303129 20.0
Nonane, 3-methyl- 7.062 15.6 ng/ul 237067 1 7.902 303129 20.0
Benzene, 1,2,3-... 7.127 6.6 ng/ul 99965 1 7.902 303129 20.0
Mesitylene 7.297 8.6 ng/ul 130257 1 7.902 303129 20.0
2-Heptanone, 4,... 7.327 4.9 ng/ul 74944 1 7.902 303129 20.0
(DEL) Alkane: S... 7.532 56.8 ng/ul 861306 1 7.902 303129 20.0
(DEL) Alkane: S... 7.826 5.9 ng/ul 89021 1 7.902 303129 20.0
Sulfurous acid,... 7.967 3.5 ng/ul 52958 1 7.902 303129 20.0
Benzene, 1,2,4-... 8.020 7.7 ng/ul 116595 1 7.902 303129 20.0
Sulfurous acid,... 8.161 3.8 ng/ul 57958 1 7.902 303129 20.0
(DEL) Alkane: C... 8.196 3.8 ng/ul 56804 1 7.902 303129 20.0
Benzene, cyclop... 8.278 5.2 ng/ul 79414 1 7.902 303129 20.0
Cyclohexanone, 8.325 17.6 ng/ul 267066 1 7.902 303129 20.0
unknown-02 8.378 3.3 ng/ul 49215 1 7.902 303129 20.0
(DEL) Alkane: S... 8.437 10.1 ng/ul 152699 1 7.902 303129 20.0
(DEL) Alkane: S... 8.496 4.8 ng/ul 73016 1 7.902 303129 20.0
Benzene, 1l-ethy... 8.543 7.3 ng/ul 111459 1 7.902 303129 20.0
(DEL) Alkane: S... 8.672 10.4 ng/ul 157020 1 7.902 303129 20.0
Benzene, 1-meth... 8.707 6.0 ng/ul 91254 1 7.902 303129 20.0
Benzene, 2-ethy... 8.854 5.0 ng/ul 76432 1 7.902 303129 20.0
o-Cymene 8.895 10.1 ng/ul 152910 1 7.902 303129 20.0
p-Cymene 9.007 13.5 ng/ul 204123 1 7.902 303129 20.0
(DEL) Alkane: S... 9.130 40.9 ng/ul 619217 1 7.902 303129 20.0
unknown-03 9.254 7.2 ng/ul 108538 1 7.902 303129 20.0
Heptyl isobutyl... 10.811 4.2 ng/ul 264962 2 10.693 1275590 20.0
2,4-Dipropyl-5-... 11.069 4.2 ng/ul 266264 2 10.693 1275590 20.0
(DEL) Alkane: S... 12.109 2.3 ng/ul 147392 2 10.693 1275590 20.0
(DEL) Alkane: S... 13.355 4.2 ng/ul 119901 3 14.530 568001 20.0
Naphthalene, 1,... 13.707 4.8 ng/ul 136133 3 14.530 568001 20.0
Naphthalene, 2,... 13.854 4.7 ng/ul 133911 3 14.530 568001 20.0
Naphthalene, 2,... 13.901 3.9 ng/ul 109942 3 14.530 568001 20.0
(DEL) Alkane: S... 14.430 4.2 ng/ul 119774 3 14.530 568001 20.0
Sulfurous acid,... 15.382 4.1 ng/ul 115233 3 14.530 568001 20.0
(DEL) Alkane: S.. 15.787 3.3 ng/ul 92880 3 14.530 568001 20.0
(DEL) Alkane: S.. 15.887 2.1 ng/ul 58625 3 14.530 568001 20.0
(DEL) Alkane: S.. 16.246 5.5 ng/ul 217599 4 17.280 792689 20.0
(DEL) Alkane: S.. 17.039 4.3 ng/ul 171416 4 17.280 792689 20.0
(DEL) Alkane: S.. 17.092 2.8 ng/ul 112489 4 17.280 792689 20.0
(DEL) Alkane: S.. 17.773 3.6 ng/ul 143667 4 17.280 792689 20.0
Hexadecanoic ac... 17.944 7.3 ng/ul 291254 4 17.280 792689 20.0
2-Bromotetradecane 18.467 3.3 ng/ul 132393 4 17.280 792689 20.0
6-Octadecenoic ... 19.119 10.1 ng/ul 400764 4 17.280 792689 20.0
Methyl stearate 19.254 3.7 ng/ul 147435 4 17.280 792689 20.0
(DEL) Alkane: S... 19.671 2.5 ng/ul 132115 5 21.522 1071490 20.0
(DEL) Alkane: S... 21.193 3.6 ng/ul 193260 5 21.522 1071490 20.0
Nonanedioic aci... 22.291 4.4 ng/ul 236576 5 21.522 1071490 20.0
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