LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc :

ALS Vvial : 37 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-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59323.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.559 25 29 35 rVB 68191 97768 5.41% ©.558%
2 3.888 83 85 88 rvB2 11341 10568 0.58% 0.060%
3  3.964 95 98 109 rBV2 75834 154999 8.57% 0.884%
4 4.070 115 116 120 rVB4 5390 4662 0.26% 0.027%
5 4.270 146 150 154 rBV2 9874 14229 0.79% 0.081%
6 4.557 193 199 207 rBV 18110 38209 2.11% 0.218%
7 4.634 210 212 217 rVB3 4050 5358 ©.30% 0.031%
8 4.751 227 232 239 rVB 17335 22783 1.26% 0.130%
9 4,822 239 244 251 rBV4 12238 19433 1.07% 0.111%
106 5.210 304 310 315 rBV 32802 53615 2.97% 0.306%
11 5.550 366 368 372 rBV3 3543 5413 0.30% 0.031%
12 6.197 476 478 480 rVB2 3810 3256 0.18% 0.019%
13 6.232 480 484 485 rBV2 2895 4410 0.24% 0.025%
14 6.302 493 496 498 rBv2 3040 3237 0.18% 0.018%
15 6.714 563 566 568 rBv2 3014 3245 0.18% 0.019%
16 7.360 671 676 684 rVW2 56989 100402 5.55% 0.573%
17 7.554 703 709 717 rVWW 221060 366249 20.25%  2.089%
18 7.630 721 722 727 rBvV2 3682 3404 0.19% 0.019%
19 7.748 735 742 756 rBV 194235 351047 19.41% 2.002%
20 7.842 756 758 760 rVv3 3944 3831 0.21% 0.022%
21 8.147 807 810 813 rVB3 2220 3136 0.17% 0.018%
22 8.235 818 825 834 rVB 172577 310076 17.15% 1.769%
23 8.559 878 880 883 rVB3 3293 3178 0.18% 0.018%
24  8.923 935 942 952 rBV2 160007 288912 15.98% 1.648%
25 9.076 961 968 972 rVB4 8051 13139 0.73% 0.975%
26 9.328 1004 1011 1012 rBv4 3768 7023 0.39% 0.040%
27 9.428 1018 1028 1037 rBV 269077 486902 26.93% 2.777%
28 9.581 1052 1054 1058 rVB4 5523 7095 0.39% 0.040%
29 9.640 1061 1064 1065 rBV3 7492 6183 0.34% 0.035%
30 9.886 1103 1106 1108 rBV2 3822 3816 0.21% 0.022%
31 10.151 1142 1151 1158 rVV 214102 389199 21.52% 220%
32 10.227 1161 1164 1166 rBV 3717 4147 0.23% 024%
33 10.639 1228 1234 1235 rBV3 8752 14711 0.81%

34 10.680 1235 1241 1247 rVV2 290400 536633 29.68%
35 11.073 1301 1308 1315 rBV 255294 451708 24.98%

NWOON
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A
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36 11.138 1317 1319 1324 rVB3 3533 4100 ©.23% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc :

ALS Vvial : 37 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-BG092723.MA.M
Title : SVOA CALIBRATION
37 11.220 1324 1333 1343 rBV 286112 530807 29.36% 3.028%
38 11.414 1365 1366 1370 rVB 3638 3658 0.20% 0.021%
39 11.538 1383 1387 1393 rBv2 29515 46873 2.59% 0.267%
40 11.596 1393 1397 1404 rVV 37872 59329 3.28% 0.338%
41 12.137 1486 1489 1492 rVB 2789 3954 0.22% 0.023%
42 12.372 1524 1529 1533 rBvV3 3558 5489 0.30% 0.031%
43 12.630 1570 1573 1579 rBV2 8445 14185 0.78% 0.081%
44 12.718 1583 1588 1594 rVV3 6232 11859 0.66% 0.068%
45 12.859 1608 1612 1614 rBv4 4529 6438 0.36% 0.037%
46 12.918 1619 1622 1624 rBv4 3467 5117 0.28% 0.029%
47 13.142 1659 1660 1665 rBv2 2497 3639 0.20% 0.021%
48 13.359 1693 1697 1700 rBV3 3661 3770  0.21% 0.022%
49 13.476 1712 1717 1719 rVB2 2380 3286 0.18% 0.019%
50 13.506 1719 1722 1724 rBV2 3034 3216 0.18% 0.018%
51 13.600 1735 1738 1742 rBV2 3368 5164 ©0.29% 0.029%
52 13.694 1750 1754 1760 rVB3 21988 34878 1.93% 0.199%
53 13.835 1774 1778 1779 rBV 3667 4350 0.24% 0.025%
54 14.011 1803 1808 1809 rBV 3343 4201 0.23% 0.024%
55 14.105 1823 1824 1828 rBV 3000 3355  0.19% 0.019%
56 14.258 1844 1850 1856 rBV 564714 841338 46.53% 4.799%
57 14.305 1856 1858 1866 rvB3 14932 19100 1.06% 0.109%
58 14.569 1895 1903 1911 rBV 712700 1122078 62.05% 6.401%
59 14.863 1944 1953 1960 rBV 398991 624594 34.54% 3.563%
60 15.057 1982 1986 1993 rBv4 44249 73954 4.09% 0.422%
61 15.221 2007 2014 2016 rBV6 5679 9861 ©.55% 0.056%
62 15.345 2033 2035 2037 rBV3 3750 4166 0.23% 0.024%
63 15.427 2047 2049 2052 rVB 4264 3506 0.19% 0.020%
64 15.621 2079 2082 2086 rVV4 5320 6520 0.36% 0.037%
65 15.856 2114 2122 2130 rBV 903667 1380991 76.37% 7.877%
66 15.968 2135 2141 2148 rBV2 259404 368285 20.37% 2.101%
67 16.097 2158 2163 2165 rVB3 6940 9279 0.51% 0.053%
68 16.467 2224 2226 2227 rBV 4031 4110 0.23% 0.023%
69 16.538 2237 2238 2241 rBV3 4237 3374 0.19% 0.019%
70 16.579 2241 2245 2246 rW 3630 4257 0.24% 0.024%
71 16.737 2269 2272 2274 rBV 2771 3186 0.18% 0.018%
72 16.837 2286 2289 2291 rBV3 3144 4049 0.22% 0.023%
73 16.931 2303 2305 2306 rBV 6065 5726 ©.32% 0.033%
74 17.119 2334 2337 2338 rBV 5232 4588 0.25% 0.026%
75 17.196 2348 2350 2353 rVB3 3980 3545 0.20% ©0.020%
76 17.231 2353 2356 2358 rBV2 4894 5575 0.31% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc :

ALS Vvial : 37 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-BG092723.MA.M
Title : SVOA CALIBRATION

77 17.278 2361 2364 2365 rBV2 4643 4221 0.23% 0.024%
78 17.413 2385 2387 2391 rVB3 4015 5102 0.28% 0.029%
79 17.613 2415 2421 2428 rVB 499389 754451 41.72% 4.304%
80 17.713 2432 2438 2448 rVB 995917 1540899 85.22% 8.790%
81 17.783 2448 2450 2451 rBV2 4980 4318 0.24% 0.025%
82 18.130 2507 2509 2513 rVB4 4055 4120 0.23% 0.024%
83 18.429 2556 2560 2568 rBV3 124035 185392 10.25% 1.058%
84 18.659 2597 2599 2600 rBV2 7627 5278 ©.29% 0.030%
85 18.711 2605 2608 2611 rBV5 6933 8975 0.50% 0.051%
86 18.776 2617 2619 2622 rBV4 3794 3599 0.20% 0.021%
87 18.982 2650 2654 2655 rBV4 6286 8747 0.48% 0.050%
88 19.493 2739 2741 2743 rBV3 6793 5582 0.31% 0.032%
89 19.552 2749 2751 2754 rVV4 13404 13667 0.76% 0.078%
990 19.599 2754 2759 2766 rVB2 51241 77928 4.31% 0.445%
91 19.693 2771 2775 2779 rBV3 55248 78610 4.35% 0.448%
92 19.834 2795 2799 2804 rBV 128285 145968 8.07% 0.833%
93 19.945 2815 2818 2820 rBV3 18895 21432 1.19% 0.122%
94 19.986 2820 2825 2832 rVB 1234495 1775480 98.19% 10.128%
95 20.662 2938 2940 2944 rVB4 28377 25681 1.42% 0.146%
96 20.874 2972 2976 2981 rBV 97704 126399 6.99% 0.721%
97 21.914 3147 3153 3162 rVB2 484046 820033 45.35% 4.678%
98 23.600 3435 3440 3445 rVB3 95231 186078 10.29% 1.061%

99 25.157 3696 3705 3716 rVB 616637 1808206 100.00% 10.314%
100 25.404 3740 3747 3759 rVB 292036 868938 48.06% .957%

IN

Sum of corrected areas: 17530830
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059323.D\data.ms
1200000

1000000
800000
600000

400000

10. 689_116_

7. 10.151
200000 748 g 235 8. 923
3,550 3.964 736
| 3.8482@ 706655225210 550 GEmr6714 ] 7633421478550 oms 05360,2270.639 1. é%w

0‘\\\\‘\\\\‘\\\\ \\\\‘\\\\ T T T \\\\‘ \\\‘\\ ‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\
Time--> 3.50 4.00 4.0 500 5.50 600 650 700 750 800 850 900 9.50 10.00 10.50 1100 1150 12.00 12.50

Abundance TIC: BG059323.D\data.ms
1200000

19.986

1000000 17.713

15.856

800000
14.569

600000 14.258 21.914
17.6

400000 14.863

15.968

200000

L 3RS Re1 OSL ﬁimm

R A “““‘ “““‘,

Time--> 13.50 14.00 14.50 15. 00 1550 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: BG059323.D\data.ms

1200000

1000000

800000

25.157

600000

400000 5.404

200000 23.600

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\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.557 2.46 ng/ul 38209 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 40
2 Oxalic acid, pentyl propyl ester 202 C1eH1804 1000309-25-7 9
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9
4 Oxalic acid, dipropyl ester 174 C8H1404 1000309-25-4 9
5 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 9

Abundance Scan 199 (4.557 min): BG059323.D\data.ms (-193) (-) m/z 43.05 100.00%

5000

4.20 4.40 4.60 4.80

102.7153.2 283.6 394.4 |
o"mwwk,mwum_M,Hm‘um_m,wwf“?z‘ m/z 71.00  33.89%

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

Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester

43.0
5000 Wm\‘AAMMMMHHM
4.20 4.40 4.60 4.80
m/z 41.10 24.72%
‘ ‘115.0
0 \\\““\\\\’\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance
43.0
4.20 4.40 4.60 4.80
5000 m/z 88.90 6.72%
115.0

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

Abundance #15557: Propanoic acid, 2-methyl-, propyl ester w‘ﬁ‘w“‘w““w“‘w
43.0 4.20 4.40 4.60 4.80

m/z 39.10 6.01%
| ‘lLl.O

O e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 4.20 4.40 4.60 4.80

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 TIsopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.210 3.46 ng/ul 53615 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 72
2 Isopropyl butyrate 130 C7H1402 000638-11-9 72
3 Isopropyl butyrate 130 C7H1402 000638-11-9 59
4 Isopropyl butyrate 130 C7H1402 000638-11-9 59
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 53
Abundance Scan 310 (5.210 min): BG059323.D\data.ms (-304) (-) m/z 43.10 100.00%
3.1
5000
89.2
“ ‘ 1488 2068 2811 364, 4.80 5.00 5.20 5.40 5.60
ob WLl b 285 2008 2811 3040 ., 71.10 46.85%
m/z--> 50 100 150 200 250 300 350
Abundance #15400: Isopropy! butyrate
43.0
5000 M e e
4.80 5.00 5.20 5.40 5.60
89.0 m/z 41.10 31.29%
O\\‘\\““\‘\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 89.20 24 .64%
89.0
0 130.0
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #15398: Isopropyl butyrate /TS SSBN K .
43.0 4.80 5.00 5.20 5.40 5.60
m/z 59.10 16.94%
5000
89.0
ol id s
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 2-Propanol, 1,1'-[(1l-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.538 2.08 ng/ul 46873 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 78
2 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-13-2 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 4,8,12,16-tetraoxaeicosan-1-o0l 306 C16H3405 1010397-63-6 64
Abundance Scan 1387 (11.538 min): BG059323.D\data.ms (-1383) (- | m/z 59.10 100.00%
59.1
5000 Aﬂkm
103.1 R ‘
| ‘ | 1461 248.8 388. 1150
oo e S ey M/Z 57.10 20.95%
miz--> 50 100 150 200 250 300 350
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(o
59.0
5000
11.50
103.0 m/z 41.10 19.03%
J80 10
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
59.0
11.50
5000 m/z 103.10 16.08%
0 15.0 103.0 174.0
R e e A e
m/z--> 50 100 150 200 250 300 350
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- e R
59.0 11.50
m/z 45.10 11.92%
5000
103.0
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.596 2.63 ng/ul 59329 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 86
2 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 78
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 72
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
Abundance Scan 1397 (11.596 min): BG059323.D\data.ms (-1393) (- | m/z 59.10 100.00%
59.1
5000 M
T T
H #4 0183.6  281.0339.9 405.5 548 1150
Ol dE8 i 2Prs ORISR T 2 m/z 57.18 26.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000
11.50
m/z 41.05 23.04%
O‘\\J\‘l\m“ \\l\‘\}\4;?.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
11.50
5000 m/z 45.10 21.53%
0 131.0
T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 11.50
m/z 103.00 20.15%
5000 ﬂ
o_m‘““p TR : N\V e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BG@92723.MA.M Sat Oct 07 ©01:15:37 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.429 4.91 ng/ul 185392  Phenanthrene-di10 17.619
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 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Isopropyl palmitate 298 C19H3802 000142-91-6 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2560 (18.429 min): BG059323.D\data.ms (-2556) (- | m/z 55.10 100.00%

551
5000
129.0

213.2 ‘18‘50‘
0t “H“ il ‘H‘“““‘“IH“M“" Wmm ??9?‘ ‘ 3?68 e ““4‘9‘?‘ m/z 60.10  99.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 ety

m/z 43.10 99.12%

O‘\\}\ “‘“Illl\l‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
430 256.0

18.50
5000 m/z 57.10 96.06%
129.0
185.0
O e e e e e T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid ™ T
60.0 18.50

m/z 73.05 94.55%

5000 129.0
HH 213.0
O‘HHI“‘\\M\"“\”lMH\‘\“u‘u“uu‘uu‘uu‘uu‘\\u‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Hexadecanoic acid, 2-methyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.599 2.07 ng/ul 77928  Phenanthrene-d1e 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
3 Butyl 15-methylhexadecanoate 326 C21H4202 1000336-52-4 43
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 43
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 40
Abundance Scan 2759 (19.599 min): BG059323.D\data.ms (-2754) (- | m/z 56.05 100.00%
5.0
5000
239.2 — K w2
129.1
Wl 2 s ws ol o
o] L T AN m/z 57.10  97.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0
5000 —— —
257.0 19.50 20.00
m/z 43.10 48.18%

o

ltese | a0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0

T —
19.50 20.00

5000 m/z 55.05 35.62%
239.0
129.0
0 185.0 312.0
T T o e mE
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232209: Butyl 15-methylhexadecanoate —— —
56.0 19.50 20.00
m/z 41.10 28.91%
5000
271.0
M‘ 1850 326.0
o_wwl\wu\.\‘mmu\mwwmH\WH_W_ st o o ol
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.693 2.08 ng/ul 78610  Phenanthrene-d1e 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 72
2 Trehalose 342 C12H22011 000099-20-7 64
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 47

Abundance Scan 2775 (19.693 min): BG059323.D\data.ms (-2771) (- | m/z 60.10 100.00%

60.1
5000
85.1 2411

331.3384.9 458. 19.50 20.00

oy m/z 43.10  97.49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179090: Octadecanoic acid
43.0
5000 — —
129.0 19.50 20.00
' . m/z 57.10 78.43%
“ \ o 2840 /
O’ T \‘\ “‘“\ h\‘\““\“"“ \M‘\l\ \“l\ \‘ \l\ “ T \‘\ \‘ ‘ T \L\ ‘ TTTT ‘ T 1T ‘ T 1T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0
—— —
19.50 20.00
5000 ITI/Z 41.05 69.71%
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #60690: Undecanoic acid — T
60.0 19.50 20.00

m/z 55.05 67.78%

5000
129.0
m " 186.0
\“ uM “ I | |

0 N —— —
miz—> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 8 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.834 3.56 ng/ul 145968  Chrysene-di12 21.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 72
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 46
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 45
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 38
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 38

Abundance Scan 2799 (19.834 min): BG059323.D\data.ms (-2795) (- | m/z 56.05 100.00%
56.0
5000 A\
257.1 sy e
129.01g5 ‘ 19.50 20.00
omx‘U‘«"uh\wku‘uwme‘m?"l‘?'?w“39?:2‘“_‘“‘:‘9‘1"9” m/z 57.05 52.68%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #214942: Hexadecanoic acid, butyl ester
56.0
5000 — —
19.50 20.00
1200 2570 m/z 43.10 37.81%
L fss0 810
O\\\\‘\‘\‘\I‘\h“\\\\\‘\\\\‘\\\‘\“\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
56.0
— —
19.50 20.00
5000 m/z 41.10 32.30%
129.0 257.0
185.0 312.0
(1L T S M A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester — —
56.0 19.50 20.00
m/z 55.05 29.43%
5000
257.0
bbb tose Lm0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 4-Ethyl-4-methyl-5-methylen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.874 3.08 ng/ul 126399  Chrysene-di2 21.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethyl-4-methyl-5-methylene-[1,... 142 C7H1003 080956-52-1 52
2 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 50
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 50
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 50
5 1-Oxa-4-azaspiro[4.5]decan-4-oxy... 198 C10H16NO3 1000115-84-0 50

Abundance Scan 2976 (20.874 min): BG059323.D\data.ms (-2972) (- | m/z 56.10 100.00%
56.1

N

5000
‘ 285.3 T N
129.1 ‘ 20.50 21.00
199.1
- lwi\m i ook e 39544608 8414 T g 10 57.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22485: 4-Ethyl-4-methyl-5-methylene-[1,3]dioxolan-2-on
56.0
5000 — —
20.50 21.00
m/z 43.10 40.24%
O‘\\\\\N“\J\‘\‘\“\]\-%%.\o\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
“ —
20.50 21.00
5000 m/z 55.10 30.29%
168.0
O i e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #14785: Cyclopentanecarboxylic acid, 2-amino-, cis- — —
56.0 20.50 21.00
m/z 41.10  27.54%

5000

129.0
0 n‘u\ I L] ‘

‘ ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 1,5-Heptadiene, 3,3,5-trime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.600 4.54 ng/ul 186078  Chrysene-di12 21.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 72
2 trans-Farnesol 222 C15H260 000106-28-5 70
3 Squalene 410 C30H50 000111-02-4 64
4 2,6-Dimethyl-2-trans-6-octadiene 138 C10H18 002609-23-6 64
5 1,2-Epoxy-3,7,11-trimethyl-(6E,1... 238 C15H2602 1000432-46-2 59
Abundance Scan 3440 (23.600 min): BG059323.D\data.ms (-3435) (- | m/z 69.10 100.00%
69.1
- Mj\\/\/—
o =
’ 1362 5070 4132 40814632 23.50 24.00
ol b Ly m‘HH‘m‘_HWH_MW‘S‘Z%‘ m/z 81.10 48.93%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #19474: 1,5-Heptadiene, 3,3,5-trimethyl-
69.0
5000 —— o
23.50 24.00
m/z 41.10 37.10%
O\\h\‘\l‘”\\\\‘\]T\\S‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
— —
23.50 24.00
5000 m/z 95.10 23.10%
o 1360 5250
AR o AR aa s e S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308258: Squalene T ‘
69.0 23.50 24.00
m/z 93.10 12.01%
5000
137.0
Ny |11l 2030 273.0 341.0 410.0
AN e e e 1
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59323.D

Acqg On : 6 Oct 2023 9:53
Operator : MA/JU

Sample : 04592-04 10X

Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92723.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|
unknown-01 4.557 2.5 ng/ul 38209 1 8.230 310076 20.0
Isopropyl butyrate 5.210 3.5 ng/ul 53615 1 8.230 310076 20.0
2-Propanol, 1,1... 11.538 2.1 ng/ul 46873 2 11.073 451708 20.0
2-Propanol, 1-(... 11.596 2.6 ng/ul 59329 2 11.073 451708 20.0
n-Hexadecanoic ... 18.429 4.9 ng/ul 185392 4 17.619 754451 20.0
Hexadecanoic ac... 19.599 2.1 ng/ul 77928 4 17.619 754451 20.0
Octadecanoic acid 19.693 2.1 ng/ul 78610 4 17.619 754451 20.0
Hexadecanoic ac... 19.834 3.6 ng/ul 145968 5 21.914 820033 20.0
4-Ethyl-4-methy... 20.874 3.1 ng/ul 126399 5 21.914 820033 20.0
1,5-Heptadiene,... 23.600 4.5 ng/ul 186078 5 21.914 820033 20.0
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