LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@11922\
Data File : BG052070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
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-BG010622.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52070.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.357 143 148 150 rVB4 1582 2460 ©.35% 0.048%
2 5.849 394 402 409 rVB3 2321 4558 0.65% 0.090%
3 6.231 463 467 471 rVB2 2061 2879 0.41% 0.057%
4 7.223 631 636 640 rvB3 2144 2928 0.42% 0.058%
5 7.323 649 653 656 rvv2 2632 3541 0.50% 0.970%
6 7.382 658 663 671 rVv3 4688 9106 1.30% 0.179%
7 7.453 671 675 679 rVB 1910 2636 0.38% 0.052%
8 7.547 687 691 697 rBB2 2822 4366 0.62% 0.086%
9 7.770 724 729 737 rBB3 2727 5827 0.83% 0.115%
10 7.852 739 743 746 rW 7028 10901 1.55% 0.214%
11 7.887 747 749 754 rVB2 6434 7084 1.01% 0.139%
12 8.246 801 810 817 rVB 98341 175186 24.96% 3.444%
13 8.774 896 900 903 rVv2 1802 2519 0.36% 0.050%
14 8.904 916 922 925 rBVS 3027 6211 ©0.89% 0.122%
15 8.939 925 928 930 rBV2 2577 3383 0.48% 0.067%
16 9.009 935 940 944 rBvV3 2734 4155 0.59% 0.082%
17 9.421 1005 1010 1014 rBV2 3674 5955 0.85% 0.117%
18 9.479 1014 1020 1025 rBV2 13924 22829 3.25% 0.449%
19 9.896 1087 1091 1095 rBV2 1475 2608 0.37% 0.051%
20 10.149 1130 1134 1138 rBv4 3095 4383 0.62% 0.086%
21 10.190 1138 1141 1146 rVB2 1132 1867 ©.27% 0.037%
22 10.484 1184 1191 1198 rBV3 2994 6595 0.94% 0.130%
23 10.595 1205 1210 1213 rBV 1922 2649 0.38% 0.052%
24 10.701 1223 1228 1236 rVB4 4185 7150 1.02% 0.141%
25 11.042 1280 1286 1287 rBvV2 11452 15412 2.20% ©0.303%
26 11.083 1287 1293 1299 rVV 148838 270965 38.61% 5.327%
27 11.130 1299 1301 1309 rVB 16408 25797 3.68% 0.507%
28 11.224 1312 1317 1324 rVB6 4859 9609 1.37% 0.189%
29 11.911 1427 1434 1437 rBV2 1734 2705 0.39% 0.053%
30 11.988 1443 1447 1449 rBV2 2559 3673 0.52% 0.072%
31 12.088 1459 1464 1468 rBvV3 6255 10123 1.44% 0.199%
32 12.475 1524 1530 1535 rBV 20244 31380 4.47% 0.617%
33 12.563 1542 1545 1547 rBV2 1437 1911 0.27% 0.038%
34 12.728 1568 1573 1578 rvB2 9728 16737 2.38% 0.329%
35 12.945 1605 1610 1615 rBvV2 6873 9626 1.37% 0.189%
36 13.098 1632 1636 1640 rBV3 2591 4207 0.60% 0.083%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@11922\
Data File : BG052070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
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-BG010622.M
Title : SVOA CALIBRATION
37 13.145 1640 1644 1646 rVVv4 2863 4081 ©0.58% 0.080%
38 13.168 1646 1648 1651 rvv4 2564 3282 0.47% 0.065%
39 13.198 1651 1653 1659 rVB5 2812 3804 0.54% 0.075%
40 13.280 1661 1667 1672 rVV4 3785 6907 ©0.98% 0.136%
41 13.356 1677 1680 1681 rVv2 3358 2802 0.40% 0.055%
42 13.415 1685 1690 1696 rVB 9575 14603 2.08% 0.287%
43 13.697 1731 1738 1749 rBV 50038 77464 11.04% 1.523%
44 13.779 1751 1752 1756 rBV3 1479 2150 0.31% 0.042%
45 13.926 1773 1777 1778 rBV2 2669 3412 0.49% 0.067%
46 14.044 1793 1797 1798 rBvV3 6497 6148 0.88% 0.121%
47 14.214 1820 1826 1830 rBV3 11364 18296 2.61% 0.360%
48 14.273 1832 1836 1840 rVB3 14749 23871 3.40% 0.469%
49 14.326 1840 1845 1847 rBv4 6782 11405 1.63% 0.224%
50 14.355 1847 1850 1854 rVvVv2 15530 18407 2.62% 0.362%
51 14.390 1854 1856 1861 rvB2 5188 6343 0.90% 0.125%
52 14.443 1863 1865 1868 rBv3 4082 5924 0.84% 0.116%
53 14.520 1874 1878 1879 rBV4 2192 2688 0.38% 0.053%
54 14.584 1884 1889 1892 rVwV 10663 15176 2.16% 0.298%
55 14.725 1907 1913 1915 rBV5 6019 9304 1.33% 0.183%
56 14.766 1915 1920 1925 rVB 56414 74650 10.64% 1.468%
57 14.890 1930 1941 1948 rBV 258142 413799 58.96%  8.135%
58 14.966 1948 1954 1957 rBV7 3480 5332 0.76% ©0.105%
59 15.089 1971 1975 1978 rBv4 6263 10261 1.46% 0.202%
60 15.172 1986 1989 1991 rBV4 2562 3340 0.48% 0.066%
61 15.201 1991 1994 1995 rVV3 2940 2374 0.34% 0.047%
62 15.271 2001 2006 2012 rBV6 11963 23266 3.32% 0.457%
63 15.318 2012 2014 2017 rBv4 2863 2887 0.41% 0.057%
64 15.360 2018 2021 2023 rBV3 6288 8791 1.25% 0.173%
65 15.448 2033 2036 2040 rVB5 5145 6960 ©0.99% 0.137%
66 15.553 2050 2054 2058 rVB5 4560 7676 1.09% 0.151%
67 15.712 2077 2081 2086 rVB 60267 75786 10.80%  1.490%
68 15.812 2096 2098 2106 rVBS8 5954 10209 1.45% 0.201%
69 15.876 2106 2109 2114 rBV2 14652 18761 2.67% 0.369%
70 16.059 2137 2140 2143 rVB5 6540 6729 0.96% 0.132%
71 16.123 2145 2151 2154 rVWV 15371 26869 3.83% 0.528%
72 16.576 2223 2228 2230 rBV 56487 77074 10.98% 1.515%
73 16.699 2245 2249 2253 rBV3 14309 21523 3.07% 0.423%
74 16.816 2267 2269 2270 rBV2 4970 3339 0.48% 0.066%
75 16.981 2293 2297 2299 rBV4 8586 12747 1.82% 0.251%
76 17.004 2299 2301 2309 rVV8 12590 24044 3.43% 0.473%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@11922\
Data File : BG052070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
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-BG010622.M

Title : SVOA CALIBRATION

77 17.087 2312 2315 2319 rVB6 8279 9720 1.39% 0.191%
78 17.369 2359 2363 2367 rVB 45228 59911 8.54% 1.178%
79 17.427 2369 2373 2377 rVB2 19040 26903 3.83% 0.529%
80 17.515 2386 2388 2392 rVB3 8987 9698 1.38% 0.191%
81 17.639 2403 2409 2414 rBV 313287 474589 67.63%  9.330%
82 17.733 2423 2425 2431 rVB2 20021 25676 3.66% 0.505%
83 18.109 2486 2489 2494 rVB2 40872 51349 7.32% 1.010%
84 18.279 2516 2518 2526 rVB7 12409 16985 2.42% 0.334%
85 18.502 2553 2556 2561 rBv4 40647 56736 8.08% 1.115%
86 18.796 2602 2606 2612 rVB 31074 37727 5.38% 0.742%
87 19.419 2709 2712 2718 rVB 30289 39199 5.59% 0.771%
88 19.607 2741 2744 2747 rVB5 15348 16799 2.39% 0.330%
89 19.671 2751 2755 2759 rVB2 25657 35142 5.01% 0.691%
90 19.989 2807 2809 2811 rBV2 13281 13369 1.91% 0.263%
91 20.523 2896 2900 2904 rBV2 26055 32388 4.62% 0.637%
92 20.911 2962 2966 2971 rVB 356140 464480 66.19% 9.132%
93 21.028 2982 2986 2989 rVB4 22877 27344 3.90% 0.538%
94 21.557 3073 3076 3081 rVB3 30106 34996 4.99% 0.688%
95 21.816 3115 3120 3130 rVB 463839 701779 100.00% 13.797%
96 21.956 3138 3144 3152 rVB 283764 490925 69.95% 9.651%
97 22.144 3173 3176 3182 rVB4 26456 36676 5.23% 0.721%
98 22.802 3284 3288 3296 rVB4 22611 38887 5.54% 0.765%
99 23.554 3411 3416 3424 rVB7 22192 43564 6.21% 0.856%
100 25.446 3727 3738 3756 rVB 170885 565305 80.55% 11.114%

Sum of corrected areas: 5086552
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052070.D\data.ms

400000

300000

200000

11.083

100000 8.246

4.357 5.8496.231 8 wm09) P° o sprenaseet P42 1 %Z'Aﬂzéé 2
WY_Y_‘T‘;

0\\\\‘\\\\‘\\\\‘\\\\‘\\\V‘TT*F\W‘\\\\‘\\TA\T‘W\\ \\‘\\T”A‘\\\\‘\\rfrr"\ T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 1100 11.50 1200 1250 13.00

Abundance TIC: BG052070.D\data.ms

21.816

400000 20.911

17.639
21.956

300000
14.890

200000

100000

15712 16576
13.697 1 6 173691 181098508 7096 1043063 gg9 20.523 21.028 21057 52144 29
-‘ Rz seaged 737533 1827 i b SR
21 AT R Lal "‘i‘ ,'Al ! H i eHL) K b oy

el

Time--> 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: BG052070.D\data.ms

400000

300000

200000 25.446

100000
23.554

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Oxalic acid, isohexyl neope... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.479 2.61 ng/ul 22829 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 78
2 Ether, hexyl pentyl 172 C11H240 032357-83-8 72
3 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 64
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53

Abundance Scan 1020 (9.479 min): BG052070.D\data.ms (-1014) (-) m/z 43.15 100.00%

43.1
71.2
5000
h ‘ 06.0 9.20 9.40 9.60 9.80
‘\\\\“‘\\\‘\“\\“\\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 57.15 87.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127980: Oxalic acid, isohexyl neopentyl ester
43.0 71.0
5000
9.20 9.40 9.60 9.80
m/z 41.15 57.49%
h‘\h H‘ | 1300 160.0 188.0 229

‘\\\HHH‘HH‘\‘H\‘HH‘H‘\\‘HH‘HH‘HH‘HH‘HH

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

Abundance #47383: Ether, hexyl pentyl
43.0
710 9.20 9.40 9.60 9.80
5000 m/z 71.15 51.59%
1010
m/z--> 20 40 60 80 100 120 140 160 180 200 220 m
Abundance #142957: Oxalic acid, allyl nonyl ester “N‘H‘ﬁ‘u“‘u“‘ﬁn‘
41.0 9.20 9.40 9.60 9.80
m/z 85.15 27.76%
5000
71.0
\‘ “\ ‘\ | 1970 1260 1710 M

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

9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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.
12.475 2.32 ng/ul 31380 Naphthalene-d8 11.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1530 (12.475 min): BG052070.D\data.ms (-1524) (- m/z 43.15 100.00%
3.1
5000 85.3
\\\‘\‘\\‘\\‘M‘\\\145’.1\\\\‘\\\\‘\\\\ m/Z 57.15 96.12%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
12.50
m/z 71.15 70.37%
99.0
T T T \“‘ ‘ ‘\ ‘H‘ \‘H\ “‘ \H‘ T ‘]\-4\‘]"’()\ \18\3'\0‘ T \2\3\9.9 T T \2\96‘.(
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
U Y & V1 '
12.50
5000 m/z 41.15 50.36%
99.0
140, | | | ", 1410 1830 2260
el L
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0 12.50
m/z 85.25 41.76%
5000
99.0
o0 | |20 w0 o o0 il |lyu |
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.697 3.74 ng/ul 77464  Acenaphthene-dile 14.890
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 83

Abundance Scan 1738 (13.697 min): BG052070.D\data.ms (-1731) (- m/z 57.15 100.00%
57.1

5000 85.2

f/\)\vw MNrar

L (R
‘ h 113.2 13.50 14.00
‘HH“‘\\”\“\‘}H\‘\“‘l‘\‘u”“H{‘\‘\‘\H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH m/Z 43.15 97.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #74006: Tetradecane
57.0

%/\‘/\/\/\\

85.0 13.50 14.00
m/z 71.15 74.53%

5000
29.0
L‘ I\ H | Jt13.0141.0169.0198.0

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

Abundance #107217: Hexadecane
57.0 A
B
13.50 14.00
5000 ITI/Z 41.15 51.74%
85.0
29.0
‘\‘ \‘\ M\ H\ i \\‘11530‘14101690 2260
R e R S RSN ARRERRE SRS RRRR RS
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0 13.50 14.00
m/z 85.15 43.48%
5000 85.0
29.0
1139141.01600197.0 268C  uhufflesl oL
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 3
R.T. EstConc Area Relative to ISTD R.T.
14.766 3.61 ng/ul 74650  Acenaphthene-d10 14.890
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1920 (14.766 min): BG052070.D\data.ms (-1915) (- m/z 57.15 100.00%
57.1
5000 85.2 L
| vy
127.1 : :
\\\‘\\\\“‘\\\‘\‘“\‘\H}\‘\\\\‘\\\‘\‘\‘\\\‘\]-\5\\5‘\3\\\‘\\\\‘2\]\_\2\‘2\\\\ m/z 43.16 88.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90193: Pentadecane
57.0
5000 J\/\ [ Pty
85.0 14.50 15.00
m/z 71.15 77.55%
290 212.0
‘ | 301410 169.0 \
Il | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
14.50 15.00
5000 ITI/Z 41.15 50.91%
85.0
29 0
b 1301410 1690 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T —
57.0 14.50 15.00
m/z 85.15 44.65%
5000 85.0
29.0
13.0
130 1030 1650 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.712 3.66 ng/ul 75786  Acenaphthene-di1e 14.890
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Nonadecane 268 C19H40 000629-92-5 86
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86
4 Nonadecane 268 C19H40 000629-92-5 72
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 72

Abundance Scan 2081 (15.712 min): BG052070.D\data.ms (-2077) (- m/z 57.15 100.00%
57.1

el =
| h H ‘ P132 155.1 15.50 16.00
\H‘HH“‘HM\“\H\“‘\‘\HM‘\\”\‘\‘\H“H\‘\‘\‘\H‘HH‘HH‘HH‘H\\‘HH m/z 43.15 92.58%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #74005: Tetradecane
57.0
5000 85.0 T A
15.50 16.00
29.0 m/z 71.10 71.99%
\H‘\‘\‘H“‘M\H“\\“}\“1‘\\\““]-\]\-}:‘3\.‘9‘\17%%.\0\\]_‘\62.\(‘)\]\_\9\?;(\)\\‘HH‘H\\‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0
0\ ! U
15.50 16.00
m/z 41.15 48.52%
5000 85.0
29.0
\‘ | h‘ | t130141.0169.0197.0 268.(
e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59080: Decane, 2,3,6-trimethyl- —T —
43.0 15.50 16.00
m/z 85.20 47.20%
71.0
5000
‘ 99.0 141.0
N O
m/z--> 20 40 60 80 100120140160 180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.576 3.25 ng/ul 77074  Phenanthrene-d1e 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2228 (16.576 min): BG052070.D\data.ms (-2223) (- m/z 57.15 100.00%
57.1

%

5000
12 16.50
T ‘\“ ‘ “H ““‘\ h‘ ”‘ = ‘\ “ ‘\ ]\-8\3\2‘ LI L A L B O m/Z 43 . 19 82 . 09%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —T ‘

16.50
m/z 71.15 70.68%

| ‘ ul F | 1 141.0183.0225.0267.0 323.0 380.l

\\\‘ \\‘\\\r‘\\\\‘\\\\‘\\\\\\\\‘\\\\

miz--> 50 100 150 200 250 300 350

%

Abundance #123959: Heptadecane
57.0
16.50
5000 m/z 41.10 48.38%
9.0
\‘ | ‘ “ H H‘ \ :!\'41 0 182.0 240.0
i e
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane T ‘
57.0 16.50
m/z 85.15 47.23%
) MJLJVL
DL mouse w0 g
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.369 2.52 ng/ul 59911 Phenanthrene-d10 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 2363 (17.369 min): BG052070.D\data.ms (-2359) (-  m/z 57.15 100.00%
57.1

. T /\/\A/JL\WA
— ——
| h | 113214121651 196.3 17.00 17.50
\\\‘\\\\‘\\\H\“\wl\‘h\\\\“\\‘\‘\“\‘\\‘\“\\H\‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\ m/z 71.16 89.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 — ——
85.0 17.00 17.50
29.0 m/z 43.15 76.55%
J 0oL ) 11801410 1600 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane
57.0
— ——
17.00 17.50
m/z 41.15 53.97%
5000 85.0
29.0
\‘ ‘ \ - ‘11\’\30\1410 169.0 197.0 226.0
R B e B N AR L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 17.00 17.50
m/z 85.20 51.44%
5000 85.0
29.0 141.0
b b 1180 1600 lprond o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 9
R.T. EstConc Area Relative to ISTD R.T.
18.109 2.16 ng/ul 51349  Phenanthrene-d10 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 2489 (18.109 min): BG052070.D\data.ms (-2486) (-  m/z 57.15 100.00%
57.1

. MV\M\/
—— —
9.2 1411 1963 18.00 18.50
T ‘\“\\“\\‘\‘\\‘M\H‘ ‘ \\“\\\\‘\\\\‘\\\\‘\\\\’\\\\ m/Z 43.15 89.73%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —r— —
18.00 18.50
m/z 71.15 62.63%
| \ e ‘\ J ;41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\1\
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
—— —
18.00 18.50
5000 ITI/Z 41.15 43.94%
183.0
g [P swo
m/z--> 50 lOO 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane — —
57.0 18.00 18.50
m/z 55.15 42.54%
- W
9.0 1690
LR B G -1 N AR
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.502 2.39 ng/ul 56736  Phenanthrene-d10 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 59
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 2556 (18.502 min): BG052070.D\data.ms (-2553) (-  m/z 73.15 100.00%

73.2
43.1
5000

18.50
m/z 60.15 82.61%

m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #109281: Tetradecanoic acid
73.0
43.0
5000 e
129.0 18.50
185.0 228.0 m/z 43.15 78.14%
1
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #75718: Dodecanoic acid
73.0
L \
18.50
5000 m/z 55.15 70.06%
43.0 129.0
157.0
1 O O
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #75717: Dodecanoic acid T
73.0 18.50
m/z 41.15 66.68%
43.0
5000
129.0
157.0 200.0
‘ 101.0 ‘
ol WM L L L .
m/z--> 20 40 60 80 100120 140160 180200 220 240 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG052070.D

Acqg On : 19 Jan 2022 12:15
Operator : CG/JU

Sample : N1132-03MEDL 20X
Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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|
Oxalic acid, is... 9.479 2.6 ng/ul 22829 1 8.246 175186 20.0
(DEL) Alkane: S.. 12.475 2.3 ng/ul 31380 2 11.083 270965 20.0
(DEL) Alkane: S.. 13.697 3.7 ng/ul 77464 3 14.890 413799 20.0
(DEL) Alkane: S.. 14.766 3.6 ng/ul 74650 3 14.890 413799 20.0
(DEL) Alkane: S.. 15.712 3.7 ng/ul 75786 3 14.890 413799 20.0
(DEL) Alkane: S.. 16.576 3.3 ng/ul 77074 4 17.639 474589 20.0
(DEL) Alkane: S... 17.369 2.5 ng/ul 59911 4 17.639 474589 20.0
(DEL) Alkane: S... 18.109 2.2 ng/ul 51349 4 17.639 474589 20.0
Tetradecanoic acid 18.502 2.4 ng/ul 56736 4 17.639 474589 20.0
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