LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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: BGO62883.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.769 111 116 133 rBV 48907 92289 2.61% 0.470%
2 5.021 323 329 342 rVB 89774 141334 4.00% 0.720%
3 5.926 477 483 490 rBV 26116 39052 1.10% 0.199%
4 6.214 521 532 540 rBV 75547 131752 3.72% 0.671%
5 6.466 5706 575 580 rBV3 10354 14508 0.41% 0.074%
6 6.807 624 633 638 rBv6 6744 15792 0.45% ©0.080%
7 6.895 644 648 653 rVW3 18207 31849 0.90% 0.162%
8 6.954 653 658 662 rvV2 21699 33302 0.94% 0.170%
9 6.995 662 665 670 rvv 19268 27837 0.79% 0.142%
106 7.071 670 678 684 rVV2 131382 246585 6.97%  1.256%
11 7.124 684 687 693 rVB2 9301 16103 0.46% 0.082%
12 7.230 693 705 711 rBV 74531 127950 3.62% 0.652%
13 7.289 711 715 718 rVV3 10669 18205 0.51% 0.093%
14 7.330 718 722 730 rW 23786 42011 1.19% 0.214%
15 7.436 734 740 749 rVWW 111425 192094 5.43% 0.979%
16 7.530 750 756 766 rVB2 108783 197956 5.60%  1.009%
17 7.823 797 806 811 rBVS8 7250 20467 ©.58% 0.104%
18 7.900 811 819 825 rVV 143189 256314  7.25%  1.306%
19 7.964 825 830 836 rVvB4 15571 28278 0.80% 0.144%
20 8.017 836 839 846 rVB4 10760 16704 0.47% ©0.085%
21 8.094 848 852 855 rBV3 8782 14828 0.42% 0.076%
22 8.194 866 869 875 rVvB7 11816 19619 0.55% 0.100%
23 8.323 886 891 896 rW 111070 181244 5.12% 0.923%
24 8.370 896 899 906 rVV5 14347 32374 0.92% 0.165%
25 8.434 906 910 916 rVV3 20401 42316 1.20% 0.216%
26 8.493 916 920 923 rWw 16916 25916 0.73% 0.132%
27 8.558 924 931 934 rVW4 26738 69095 1.95% ©.352%
28 8.605 934 939 945 rVW2 147382 251954  7.12%  1.284%
29 8.664 945 949 953 rVW2 22537 35514 1.00% 0.181%
30 8.705 953 956 964 rVB2 14834 23326 0.66% 0.119%
31 8.852 977 981 984 rBvV3 9110 13733 0.39% 0.070%
32 8.899 984 989 995 rVB4 13413 24391 0.69% 0.124%
33  9.004 998 1007 1010 rBV4 17953 38315 1.08% 0.195%
34 9.051 1010 1015 1022 rVV 109446 189084 5.34% 0.963%
35 9.128 1022 1028 1033 rVB 92492 136753 3.87% 0.697%
36 9.245 1046 1048 1055 rVB7 10393 18436 ©0.52% 0.094%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 9.480 1083 1088 1093 rvB4 11390 20132 ©0.57% 0.103%
38 9.610 1102 1110 1115 rVB7 17698 38290 1.08% 0.195%
39 9.686 1117 1123 1131 rVB7 6904 16819 0.48% 0.086%
40 9.774 1131 1138 1144 rBV 110496 201873 5.71% 1.029%
41 10.127 1190 1198 1202 rBV7 9315 20776 ©0.59% 0.106%
42 10.315 1221 1230 1238 rVvV 153252 279608 7.90% 1.425%
43 10.691 1283 1294 1301 rBV2 250390 518032 14.64% 2.639%
44 10.820 1308 1316 1327 rBV3 114809 263517 7.45% 1.343%
45 11.067 1353 1358 1366 rBv2 22027 37435 1.06% 0.191%
46 11.196 1368 1380 1388 rBV3 19381 46771 1.32% 0.238%
47 11.719 1465 1469 1474 rBV3 15925 22674 0.64% 0.116%
48 11.954 1500 1509 1516 rBV5 13061 29085 0.82% 0.148%
49 12.113 1530 1536 1540 rBvV3 23848 42449 1.20% 0.216%
50 12.353 1569 1577 1583 rVB3 20791 39310 1.11% ©0.200%
51 12.518 1600 1605 1611 rBV6 24316 45260 1.28% ©0.231%
52 12.941 1670 1677 1683 rBV10 6314 20057 0.57% 0.102%
53 13.100 1700 1704 1708 rVB 20769 30059 0.85% 0.153%
54 13.276 1725 1734 1740 rBV8 9570 19951 0.56% 0.102%
55 13.358 1742 1748 1754 rVWV 30321 50908 1.44%  0.259%
56 13.487 1765 1770 1778 rVV7 8830 25924 0.73% 0.132%
57 13.576 1779 1785 1792 rVB6 20431 43502 1.23% 0.222%
58 13.711 1798 1808 1813 rBV5 20566 44744  1.26% 0.228%
59 13.846 1827 1831 1835 rBv4 16711 29255 0.83% 0.149%
60 13.934 1838 1846 1851 rVV 310621 473981 13.40%  2.415%
61 14.075 1864 1870 1876 rBV1e 9089 18504 ©.52% 0.094%
62 14.222 1889 1895 1904 rVB2 339657 564700 15.96% 2.877%
63 14.427 1926 1930 1934 rBV 31716 40430 1.14% 0.206%
64 14.527 1940 1947 1954 rVV 360347 575079 16.26%  2.930%
65 14.598 1954 1959 1966 rVB9 11151 22385 0.63% 0.114%
66 14.727 1975 1981 1988 rBV 145113 252428 7.14% 1.286%
67 14.927 2011 2015 2019 rVB3 14055 23327 0.66% 0.119%
68 14.997 2022 2027 2032 rBV3 9953 17137 0.48% 0.087%
69 15.062 2032 2038 2043 rBV7 10584 24686 0.70% 0.126%
70 15.115 2043 2047 2049 rVV5 13632 21772 0.62% 0.111%
71 15.156 2049 2054 2066 rVB 248728 398690 11.27%  2.031%
72 15.379 2089 2092 2097 rVB 33232 43421 1.23% 0.221%
73 15.520 2110 2116 2123 rBV 497556 729672 20.63% 3.718%
74 15.638 2130 2136 2144 rVB 153587 246028 6.95% 1.253%
75 15.791 2159 2162 2170 rVB9 16205 26381 0.75% 0.134%
76 15.885 2173 2178 2184 rVB 58701 84592 2.39% 0.431%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 16.243 2235 2239 2251 rVB2 40396 73259 2.07% ©.373%
78 16.930 2349 2356 2369 rBV 2328664 3537761 100.00% 18.024%
79 17.036 2370 2374 2379 rVV 43687 69669 1.97% 0.355%
80 17.089 2379 2383 2389 rVB4 21254 37930 1.07% 0.193%
81 17.277 2408 2415 2421 rBV 592100 881095 24.91% 4.489%
82 17.371 2425 2431 2439 rVV 606414 919809 26.00% 4.686%
83 17.459 2441 2446 2449 rBV6 9697 15359 0.43% 0.078%
84 17.771 2495 2499 2505 rVB2 41995 54288 1.53% 0.277%
85 17.859 2510 2514 2516 rVV3 12906 20356 0.58% 0.104%
86 17.888 2516 2519 2524 rVV2 54941 80788 2.28% 0.412%
87 17.941 2524 2528 2533 rVB 65731 78967 2.23% 0.402%
88 18.000 2533 2538 2545 rBV2 10173 19675 ©0.56% 0.100%
89 18.164 2562 2566 2570 rBV3 63580 93055 2.63% 0.474%
90 18.464 2613 2617 2622 rBV 35331 44740 1.26% 0.228%
91 19.11@ 2722 2727 2732 rVB5 56302 105634 2.99% 0.538%
92 19.251 2748 2751 2755 rVB2 29037 35150 0.99% 0.179%
93 19.298 2755 2759 2764 rBV2 10366 17556 0.50% 0.089%
94 19.663 2815 2821 2828 rBV 886177 1280744 36.20% 6.525%
95 20.203 2910 2913 2918 rVB3 23338 26017 0.74% 0.133%
96 20.697 2995 2997 3001 rVB4 19095 19825 0.56% 0.101%
97 21.184 3075 3080 3087 rBV2 100629 157045 4.44%  0.800%
98 21.519 3131 3137 3151 rVB 723054 1179636 33.34% 6.010%
99 24.375 3614 3623 3636 rVB 519656 1359406 38.43% 6.926%
100 24.586 3650 3659 3672 rVB 479475 1262844 35.70% 6.434%

Sum of corrected areas: 19627532
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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: BG062883.D\data.ms
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500000
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Abundance TIC: BG062883.D\data.ms
16.930

2000000

1500000

1000000 19.663

21.519
20 112371
500000 15:5
13.934.222.5
15.638 21.184
sumy - 9@@@ Sze g S do1 s | 2020020007

Time--> 13.00 13.50 14.00 14.50 1500 15.50 16.00 16.50 17.00 1750 1800 1850 19.00 1950 20.00 2050 21.00 2150 22.00 22.50
Abundance TIC: BG062883.D\data.ms

o

2000000
1500000

1000000

2434 %86

500000 JL

0\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.021 11.03 ng/ul 141334  1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 329 (5.021 min): BG062883.D\data.ms (-323) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 [TTrT T T
83.0 4.60 4.80 5.00 5.20 5.40
0 "‘_"‘_"‘_"““h"_wlu‘_"ww‘ruw:w‘_ m/z 59.10  60.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [ R AL B R
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 18.07%
O\\\‘\!‘f.f‘\\f?“ﬁ\.?\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
Rmaas e s
4.60 4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10 12.54%
101.0
31?'0 Ly | 83.0 |
N 1 e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.73%
5000 59.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.926 3.05 ng/ul 39052 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 50
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
3 Octane 114 C8H18 000111-65-9 50
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 47
5 Octane 114 C8H18 000111-65-9 45
Abundance Scan 483 (5.926 min): BG062883.D\data.ms (-477) (-) m/z 43.10 100.00%
43.1
) jL
712 \\‘\\\\‘\\\\‘\\\\‘\\\\’
| H H 91‘11061 5.60 5.80 6.00 6.20
o‘H‘mww‘u‘HH_um_u”,””,” m/z 57.18  76.12%

m/z--> 20 100 120 140
Abundance #22115. Heptane, 2,4,6-trimethyl-
43.0
85.0
5000

5.60 5.80 6.00 6.20
m/z 41.10 48.72%

27.0 ‘ 69.0
ooyl i i 1000 12701420
mi/z--> 20 40 60 80 100 120 140
Abundance #8644: Hexane, 2,4-dimethyl-
43.0

5.60 5.80 6.00 6.20

5000 ITI z 71.20 23.98%
85.0
270 0.0
AT T Y R 114.0
bbbl otk R
miz--> 20 40 60 80 100 120 140 m ﬂ\h ﬁ h
Abundance #8623: Octane b AL N
43.0 5.60 5.80 6.00 6.20

m/z 56.10  23.08%

5000
85.0
2710‘ 70,0 114.0
Ot e e e

Ll \ “ ;
miz--> 20 40 60 80 100 120 140 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 Hexylene glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.214 10.28 ng/ul 131752 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 Hexylene glycol 118 C6H1402 000107-41-5 78
3 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 72

4 Hexylene glycol 118 C6H1402 000107-41-5 64
5 Acetic acid, ethoxy-, 1-methylet... 146 C7H1403 054063-13-7 53

Abundance Scan 532 (6.214 min): BG062883.D\data.ms (-521) (-) m/z 59.10 100.00%

59.1
43.1
5000
T e
M‘ “ 1 8.1 081 5.80 6.00 6.20 6.40 6.60
oH_H‘_m_H“‘um_MMHm_‘ww_m,mw m/z 43.10 74.77%

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

5000 ““‘,‘H“““,‘H““
5.80 6.00 6.20 6.40 6.60

‘ m/z 56.10  28.22%

31.0
o MLy e a0
LU
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10017: Hexylene glycol
43.0 59.0

5.80 6.00 6.20 6.40 6.60

o

5000 m/z 41.10 22.98%
150 31.0
: 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4399: Oxetane, 2,2,4-trimethyl-
59.0 5.80 6.00 6.20 6.40 6.60
43.0 m/z 45.10  22.69%
5000
31.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.895 2.49 ng/ul 31849 1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38
3 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 38

4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 37
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 37

Abundance Scan 648 (6.895 min): BG062883.D\data.ms (-644) (-) m/z 57.10 100.00%

57.1
5000
91.0

| M 1201 6.60 6.80 7.00 7.20
ol Ay L e m/z 41.18  35.99%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22083: Nonane, 4-methyl-
57.0

5000 P P e
6.60 6.80 7.00 7.20

k m/z 43.10 31.96%

29.0 98.0
LAVBEN RN
m/z--> 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0 W

6.60 6.80 7.00 7.20

o

5000 ITI/Z 70.10 29.36%
29.0 L 98.0
Ok by 10y 1400 840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22090: Octane, 2,5-dimethyl-
57.0 6.60 6.80 7.00 7.20

m/z 91.05 26.88%

5000

e i s

m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\

Data File : BGO
Acqg On : 16
Operator : 3JU/
Sample : P38
Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

62883.D

Sep 2024 17:32
RC

99-22

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.954 2.60 ng/ul 33302 1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 78
2 Decane 142 C1eH22 000124-18-5 64
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
4 Undecane 156 C1l1H24 001120-21-4 64
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
Abundance Scan 658 (6.954 min): BG062883.D\data.ms (-653) (-) m/z 43.10 100.00%
3.1
5000
85.1 /\M/\
A RAAAaRas R e
M | “ ‘ H 275.. 6.60 6.80 7.00 7.20 .
Ot ek e e e e e m/z 57.10 87.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22066: Decane
57.0
5000
6.60 6.80 7.00 7.20
2710 m/z 41.10 63.84%
M M ‘990 1420
O\H‘HHHH‘\H\‘HH‘H}\‘H\\‘HH‘HH‘\H\‘\\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22068: Decane
43.0 tﬂx
PR
6.60 6.80 7.00 7.20
5000 m/z 71.20 40.55%
85.0
0 ‘\‘ ‘\ “ 1l 1420
e e e e e e e ey
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59038: Dodecane, 2-methyl- P A e
43.0 6.60 6.80 7.00 7.20
m/z 85.10 27.56%
5000
85.0
141.0
A .Y L A
m/z--> 20 40 60 80 100120140160180200220240260 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.995 2.17 ng/ul 27837 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 86
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 86
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 83
5 Mesitylene 120 CS9H12 000108-67-8 80
Abundance Scan 665 (6.995 min): BG062883.D\data.ms (-662) (-) m/z 105.10 100.00%
105.1
5000
120.1
A
770 Rmaas AR
39.1 63.0 H 91.0 6.60 6.80 7.00 7.20 7.40
Obrrrrrerrrreere i bt bt Wl m/z 120010 34.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
2000 660680m7 00 7.20 7.40
120.0 - : - : :
m/z 77.00  16.40%
77.0 91.0
O\\‘]\-\5\.\0‘\\\‘\‘\\3\\9‘.(\)\\\“11\\6‘%\.‘\0\‘\\\M“HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 A m
rererbe e L
6.60 6.80 7.00 7.20 7.40
5000 m/z 79.20 14.52%
120.0
79.0
39.0 650 | 920 ||
N S | e ] R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 M
Abundance #10719: Benzene, 1-ethyl-2-methyl- R AR mmae BE o
105.0 6.60 6.80 7.00 7.20 7.40
m/z 106.00 11.70%
5000
120.0
77.0 91.0
o“‘1‘5;9_””ﬁ?"?‘wmﬁ%"‘?‘w“:“w“mHmlww‘uw M,m
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 2-Heptanone, 4,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.330 3.28 ng/ul 42011 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 78

2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 72

3 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 50

4 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 40

5 1,4-Cyclohexanediol 116 C6H1202 000556-48-9 38

Abundance Scan 722 (7.330 min): BG062883.D\data.ms (-718) (-) m/z 43.10 100.00%

43.1
5000 69.1 85.1 MN/\\

7.00 7.20 7.40 7.60

‘ 109.1
OHH“‘H“HH‘HH_Mm“w‘m‘””‘” m/z 58.10 52.85%
m/z--> 20 40 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-

43.0

A [ I /\ )

69.0 85.0 7.00 7.20 7.40 7.60
m/z 69.10  38.04%

27.0
109.0
1T ‘\ ‘ T m } T \‘H‘ “ T ‘\ “\ T “‘\‘\ L ‘ T \‘ L ‘]-\27\.\0\ ‘ L
m/z--> 60 80 100 120 140
Abundance #60472. Carbonic acid, hexyl prop-1-en-2-yl ester
43.0

7.00 7.20 7.40 7.60

5000

o

5000 ITI z 85.10 37.62%
59.0
ol Ay P ms0
miz--> 20 40 60 80 100 120 140
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0 7.00 7.20 7.40 7.60

m/z 41.10 33.71%

5000
27.0 69.0 890
0 H H‘ ‘M \« 109.0 142.0

m/z--> 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.530  15.45 ng/ul 197956 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Undecane 156 C11H24 001120-21-4 83
3 Decane 142 C10H22 000124-18-5 83
4 Nonane 128 C9H20 000111-84-2 83
5 Nonane 128 C9H20 000111-84-2 83
Abundance Scan 756 (7.530 min): BG062883.D\data.ms (-750) (-) m/z 57.10 100.00%
57.1
5000
85.2
st 7.20 7.40 7.60 7.80
105.1 142.1 T
(S ‘H: w”u e PR 2 7 4310 es.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22068: Decane
43.0
5000 /\ﬁ‘uu‘uu‘uu’uu‘
71.0 7.20 7.40 7.60 7.80
m/z 41.05 52.94%
O\\\‘2\6‘}L)\\“‘}\\‘!“\\“\\‘1‘\\9\?‘.0\\\‘\‘\\\]\-4‘.‘2\'(\)\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane
43.0
R B AREERER R
7.20 7.40 7.60 7.80
m/z 71.05 37.59%
5000 71.0
0 26\L H‘\ il \‘ 9?0 L 127.0 15‘6.0
e e e
m/z--> 20 40 60 80 100 120 140 160 Mj\
Abundance #22067: Decane R R e A ERaay
43.0 7.20 7.40 7.60 7.80
m/z 85.20 27.14%
5000
L 71.0
142.0
ool | | Lo 10
m/z--> 20 40 60 80 100 120 140 160 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.964 2.21 ng/ul 28278 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 72
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
4 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 53
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53

Abundance Scan 830 (7.964 min): BG062883.D\data.ms (-825) (-) m/z 57.10 100.00%

57.1
5000
83.2 P e e
2 ‘H 1141 7.60 7.80 8.00 8.20
OF _m‘mwmu_‘H_m_m m/z 41.18  45.70%
m/z--> 20 40 60 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 L LA B B I IR AL B
7.60 7.80 8.00 8.20
m/z 43.10 40.07%
‘ 84.0
O‘\\\3\9‘"{\\ ‘\\‘H\\‘U\\\H‘\]-\l\:g\(‘)\\\\‘]\-5\0\\0‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
P T
7.60 7.80 8.00 8.20
5000 m/z 55.05 33.64%
29.0
85.0
ol il L | a0 a0 im0
m/z--> 20 40 60 80 100 120 140 160
Abundance #61072: 1-Isobutoxy-2-ethylhexane R e

57.0 7.60 7.80 8.00 8.20
m/z 56.10 26.29%

5000
29.0

“ 830 1120
oL b A 1430

m/z--> 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 10 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.323 14.14 ng/ul 181244  1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 81
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 53
Abundance Scan 891 (8.323 min): BG062883.D\data.ms (-886) (-) m/z 83.10 100.00%
3.1
5000 551
391 140.1 L e N A RA

1071 8.00 8.20 8.40 8.60
o‘m_mq“"u‘u“mm_“H_m_‘mw m/z 69.10  50.49%

miz--> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
41.0

5000 e e s
8.00 8.20 8.40 8.60

140.0 m/z 55.10  49.13%

57.0 '
T \]-\5‘\.? T H L T ‘\‘ \‘ ‘ T ‘\‘\ T “1 T \ ‘]-\07\ \0\ ‘ \‘ T T 1 L
miz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-

83.0

8.00 8.20 8.40 8.60

o

5000 m/z 56.05 43.04%
55.0
390 140.0
NIRRT~
miz--> 20 40 60 80 100 120 140
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- ¢ﬁ“‘u“‘u‘,‘u“‘u‘,
83.0 8.00 8.20 8.40 8.60

m/z 41.10 37.18%

5000 55.0
39.0
150 140.0
L M‘ Il “ | 112.0 | |

L LS AMLL b A Al
miz--> 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.370 2.53 ng/ul 32374 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 53
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 42
3 1-Octene, 4-methyl- 126 C9H18 013151-12-7 32
4 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 25
5 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 23
Abundance Scan 899 (8.370 min): BG062883.D\data.ms (-896) (-) m/z 43.10 100.00%
3.1
71.0 T
‘ ‘ H o975 1190 8.00 8.20 8.40 8.60
o‘m_m‘_‘h ‘“_m_“H“HH‘_H‘_‘ m/z 58.85 32.32%
miz--> 20 60 80 100 120 140
Abundance #23062. 2-Heptanone, 4,6-dimethyl-
43.0
5000
69.0 85.0 8.00 8.20 8.40 8.60
m/z 71.00 22.96%
27.0
| | 1090 127.0
O\\\‘\‘\H 1\\‘H‘\‘\“\\“‘\‘\\\‘\\‘\\‘\\.\\‘\\
m/z--> 60 80 100 120 140
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
8.00 8.20 8.40 8.60
5000 m/z 84.15 21.23%
270 69.0 85.0
MO O - XY
m/iz--> 20 40 60 80 100 120 140
Abundance #13184: 1-Octene, 4-methyl-
43.0 8.00 8.20 8.40 8.60
m/z 85.00 20.77%
5000
84.0
27.0
oy el Uste L amo
m/z--> 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 6
R.T. EstConc Area Relative to ISTD R.T.
8.434 3.30 ng/ul 42316 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 59
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 53
3 Tetradecane 198 C14H30 000629-59-4 50
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 50
5 Pentadecane 212 C15H32 000629-62-9 50
Abundance Scan 910 (8.434 min): BG062883.D\data.ms (-906) (-) m/z 57.10 100.00%
57.1
5000 105.1

—

h I h \ 8.20 8.40 8.60 8.80
| L1

ob—dbbl m/z 43.16  65.15%
miz--> 50 100 150 200 250 300 350
Abundance #33084: Decane, 5-methyl- ﬁLJMﬂkMJJvUNA\ﬂWWM
57.0
5000 ;A
8.20 8.40 8.60 8.80
m/z 105.10 45.73%
Orlse-o
miz--> 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0 /\
*H*\‘H‘\‘H‘v‘w‘\A“
8.20 8.40 8.60 8.80
5000 m/z 41.10 37.11%

H % K Hl 0 189.0231.0273.0315.0 _ 386.C

o
=
¥ EE—

%

m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane AR RARmE S
57.0 8.20 8.40 8.60 8.80
m/z 85.20 31.02%

5000
9.0
olsg ||| [] 1410 1980

m/z--> 50 100 150 200 250 300 350 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 19
R.T. EstConc Area Relative to ISTD R.T.
8.493 2.02 ng/ul 25916 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 78
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 78
4 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 78
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72

Abundance Scan 920 (8.493 min): BG062883.D\data.ms (-916) (-) m/z 43.10 100.00%

43.1 71.1
5000
e R Rmamat L
| | 112.2 8.20 8.40 8.60 8.80
bl e L wjz 71.16 91.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000

8.20 8.40 8.60 8.80
m/z 57.05 65.62%

b ‘ 112.0
0 26" | ‘ h el ‘\ 156.0

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

Abundance #33082: Decane, 4-methyl-
43.0 71.0 A
A

8.20 8.40 8.60 8.80

5000 ITI/Z 41.05 52.12%
112.0
oso L L L T aseo
m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl- R R REEaE R M
43.0 8.20 8.40 8.60 8.80
71.0 m/z 70.10 27 .50%
5000
113.0
o240 1 I u‘: _eLo T w10
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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 14 1-Iodo-2-methylundecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.664 2.77 ng/ul 35514  1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 50
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 50
4 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 50
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 50

Abundance Scan 949 (8.664 min): BG062883.D\data.ms (-945) (-) m/z 57.10 100.00%

57.1
5000 J\
e
| 12‘6-2 8.40 8.60 8.80 9.00
o I I Y m/z 43.05 63.66%

miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0

5000 e e e Y
8.40 8.60 8.80 9.00

m/z 71.10 60.34%

27,0 99.0
0 ‘\ ‘!‘ T l ‘h‘ \h T “‘ b “1\6?(\) T 2‘1\1\0\ L —— \2\96‘(
miz> 50 100 150 200 250
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0

8.40 8.60 8.80 9.00
5000 m/z 41.10 55.75%
27

0 113.0
I T
m/iz--> 50 100 150 200 250
Abundance : i

#224373: Sulfurous acid, 2-ethylhexyl nonyl ester T T T T
57.0 8.40 8.60 8.80 9.00

m/z 85.10  35.64%

5000
27, 0‘ 113 0
oL I h\ \”\ \‘

m/z--> 50 100 150 200 250 0 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.128 10.67 ng/ul 136753 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Undecane 156 C11H24 001120-21-4 90
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
4 Undecane 156 C11H24 001120-21-4 87
5 Decane 142 C1OH22 000124-18-5 83

Abundance Scan 1028 (9.128 min): BG062883.D\data.ms (-1022) (-) m/z 57.10 100.00%

57.1
5000
85.1 /\'\,\

H ‘ 8.80 9.00 9.20 9.40
ANt i i S m/z 43.10 87.02%

112.1 156.3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33078: Undecane
43.0

5000 N Y oo e
710 8.80 9.00 9.20 9.40

m/z 41.10 47.96%

\‘ | | 1990 12701560
H\‘HH‘\ \‘\H\‘HH‘\H\‘HH’\H\‘HH‘HH‘\H\‘HH’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33077: Undecane
57.0

o

o

8.‘80 9.60 9.‘20 9.‘40 ’
5000 m/z 71.10 43.59%
85.0
29.0
| “ | ‘ 1130  156.0

0**ww*W‘HN*“w1H“wH*MH*M*HM*HM*HM*H\HH!H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester e Saaa A sNd

57.0 8.80 9.00 9.20 9.40

m/z 85.10  25.38%

5000
85.0
20.0
o 101400 1680 196.0 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 16 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.885 2.94 ng/ul 84592  Acenaphthene-dile 14.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Benzophenone 182 C13H100 000119-61-9 93
3 Benzophenone 182 C13H100 000119-61-9 93
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2178 (15.885 min): BG062883.D\data.ms (-2173) (- | m/z 105.10 100.00%
105.1
182.0
5000
51.1
- e
‘ 372 15.50 16.00
Ofrerdhoeibite b b 4 372 m/z 182.00  67.82%
m/z--> 0 50 100 150 200 250 300 350
Abundance #56927: Benzophenone
105.0
182.0
5000 B S
15.50 16.00
51.0 m/z 77.10 67.69%
O \\\\}\\m\\‘\\\\““\\\H\‘\\\\‘\\\\‘\\\\’\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #56924: Benzophenone
105.0
51.0 15.50 16.00
5000 m/z 51.10 30.87%
182.0
.
m/z--> 0 50 100 150 200 250 300 350
Abundance #56925: Benzophenone P b —
105.0 15.50 16.00
m/z 181.00  14.49%
182.0
5000
51.0
o—r——trbrtb e b e L agl) Ay b
m/z--> 0 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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.164 2.11 ng/ul 93055  Phenanthrene-d1e 17.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2566 (18.164 min): BG062883.D\data.ms (-2562) (- | m/z 73.00 100.00%
43.1 73.0
5000 129.1 2132
Nl s
171. L - e
‘ H ‘ ‘ ‘ ]1 256.1 288 18.00 18.50
[o ] — h“‘H‘”H! L ‘}M\‘\‘H“ M\ ‘\H‘ | ‘\‘\H‘L iy ‘\‘ | “‘\‘ ; \"‘ ITI/Z 43.10 99.0800
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
97.0 1710 2130 256.0 m/z 60.10 90.41%
ob—— ‘M‘ . \\hu\ }‘H‘\‘M‘\ ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ ——
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
{\ ‘ . ‘/f\m‘ /\A‘NM/}AA
43.0 129.0 256.0 18.00 18.50
m/z 41.10 83.21%
5000 213.0
171.0
o) \“ \“J‘H‘u‘ h!\ | Ll “\L | ‘\‘ “‘ “\‘\“ AL “ o “ —
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid T —
3 3
43.0 73.0 256.0 18.00 18.50
m/z 55.05 75.31%
5000
129.0
213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 18 13-Octadecenoic acid, methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.110 2.40 ng/ul 105634  Phenanthrene-di10 17.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 80
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 76
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 72
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 64
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 53

Abundance Scan 2727 (19.110 min): BG062883.D\data.ms (-2722) (- | m/z 55.10 100.00%

55.1
5000 97.1
. T ‘ T T ‘ T
371 1801 2221 H 19.00 19.50
ol Loy ;H‘J‘w“w el m/z 41.10  75.43%
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
5000 RN oI
19.00 19.50
264.0 m/z 69.10 55.03%
180.0 222.0 296.0
O,
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester

T T
19.00 19.50

5000 ITI/Z 97.10 46.25%
264.0
. 180.0 222.0 296.0
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester P ——
55.0 19.00 19.50
m/z 74.05 41.68%
5000
264.0
“ | 230 1800 2220 266.0
(. i e
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 : BGO62883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.184 2.66 ng/ul 157045  Chrysene-di12 21.519
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 1-Octadecene 252 C18H36 000112-88-9 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3080 (21.184 min): BG062883.D\data.ms (-3075) (- | m/z 57.10 100.00%

517.1
7.0
5000

—r—
239.0 21.00 21.50

181.2
A ume 8Lz TTTAL 2980 STy 4310 93.49%
miz--> 50 100 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 R —
21.00 21.50

m/z 55.10 74.06%

T “\ ‘\‘ ’ “ “L “‘ \4-\3\9 ‘0\]-\8\]- \0‘ T \2\5“2\0\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0

7
21.00 21.50
5000 m/z 83.10 67.91%

390
oL L1 u w2 B I
m/z--> 50 100 150 200 250 300 350

o

Abundance #292190: Trichloroacetic acid, hexadecyl ester T T
43.0 21.00 21.50
83.0 m/z 97.05 55.68%
5000
*250
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062883.D

Acqg On : 16 Sep 2024 17:32
Operator : JU/RC

Sample : P3899-22

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|
2-Pentanone, 4-... 5.021 11.0 ng/ul 141334 1 7.900 256314 20.0
(DEL) Alkane: S... 5.926 3.0 ng/ul 39052 1 7.900 256314 20.0
Hexylene glycol 6.214 10.3 ng/ul 131752 1 7.900 256314 20.0
(DEL) Alkane: S... 6.895 2.5 ng/ul 31849 1 7.900 256314 20.0
(DEL) Alkane: S... 6.954 2.6 ng/ul 33302 1 7.900 256314 20.0
Benzene, 1l-ethy... 6.995 2.2 ng/ul 27837 1 7.900 256314 20.0
2-Heptanone, 4,... 7.330 3.3 ng/ul 42011 1 7.900 256314 20.0
(DEL) Alkane: S... 7.530 15.4 ng/ul 197956 1 7.900 256314 20.0
(DEL) Alkane: S... 7.964 2.2 ng/ul 28278 1 7.900 256314 20.0
Cyclohexanone, 8.323 14.1 ng/ul 181244 1 7.900 256314 20.0
unknown-01 8.370 2.5 ng/ul 32374 1 7.900 256314 20.0
(DEL) Alkane: S... 8.434 3.3 ng/ul 42316 1 7.900 256314 20.0
(DEL) Alkane: S... 8.493 2.0 ng/ul 25916 1 7.900 256314 20.0
1-Iodo-2-methyl... 8.664 2.8 ng/ul 35514 1 7.900 256314 20.0
(DEL) Alkane: S... 9.128 10.7 ng/ul 136753 1 7.900 256314 20.0
Benzophenone 15.885 2.9 ng/ul 84592 3 14.527 575079 20.0
n-Hexadecanoic ... 18.164 2.1 ng/ul 93055 4 17.277 881095 20.0
13-Octadecenoic... 19.110 2.4 ng/ul 105634 4 17.277 881095 20.0
(DEL) Alkane: S... 21.184 2.7 ng/ul 157045 5 21.519 1179640 20.0
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