LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©00:10
Operator : CG/JU

Sample : M4542-03

Misc :

ALS Vvial : 51 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-BG110321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51012.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.517 4 5 9 rvB3 1890 1861 ©0.14% 0.014%
2 3.564 9 13 16 rVvé6 6430 11287 0.87% 0.085%
3  3.593 16 18 24 rvB3 6173 9912 0.77% 0.075%
4  4.040 99 94 107 rBV 35299 69057 5.35% ©.521%
5 4.122 107 108 113 rvVvB3 1673 2249 0.17% 0.017%
6 4.257 126 131 137 rVB4 4753 7677 0.60% 0.058%
7 4.363 143 149 153 rVB5S 3164 5971 0.46% 0.045%
8 4.739 208 213 215 rBV3 1133 1879 0.15% 0.014%
9 7.383 654 663 673 rVB 42157 83173 6.45% 0.627%
106 7.553 684 692 698 rBV 150799 266733 20.67% 2.012%
11 7.606 700 701 706 rVB2 3815 4114 0.32% 0.031%
12 7.765 720 728 735 rBV 147389 259785 20.14% 1.960%
13 7.818 735 737 741 rVB5 1603 1971 0.15% 0.015%
14 8.235 801 808 815 rBV 165604 293242 22.73% @ 2.212%
15 8.341 822 826 830 rVBS 3546 5419 0.42% 0.041%
16 8.599 865 870 872 rBV2 2026 2748 0.21% 0.021%
17 8.934 920 927 938 rBV 119544 221850 17.20% 1.673%
18 9.345 994 997 1000 rVB4 1971 2549 0.20% 0.019%
19 9.410 1000 1008 1017 rBV 195068 362186 28.07% 2.732%
20 9.698 1052 1057 1059 rVB 1035 1749 0.14% 0.013%
21  9.839 1077 1081 1086 rBV3 1663 3342 0.26% 025%

22 10.133 1123 1131 1142 rVW 160577 301997 23.41%
23 10.679 1217 1224 1233 rBV 213133 403708 31.29%

OO WNO®
[
a
Ul
3R

24 10.750 1233 1236 1241 rVB3 2090 3446  0.27% 026%
25 10.814 1241 1247 1255 rBV 21207 42426  3.29% 320%
26 11.061 1279 1289 1299 rBV 242196 445876 34.56%  3.363%
27 11.196 1304 1312 1321 rBV 121470 240051 18.61% 1.811%
28 11.302 1326 1330 1331 rVw4 2714 3477 0.27% 0.026%
29 11.437 1350 1353 1354 rBV2 2000 1834 0.14% 0.014%
30 11.461 1354 1357 1364 rVB5 3508 6032 0.47% 0.045%
31 11.678 1390 1394 1399 rW5 2762 3615 ©.28% 0.027%
32 11.766 1404 1409 1415 rVB5 3077 6194 0.48% 0.047%
33 11.831 1415 1420 1423 rBV4 3348 6298 0.49% 0.048%
34 11.866 1424 1426 1430 rVW4 3609 5129 0.40% 0.039%
35 11.931 1433 1437 1439 rBV3 1412 1751 0.14% 0.013%
36 11.989 1444 1447 1451 rVB3 2089 2886 0.22% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©00:10
Operator : CG/JU

Sample : M4542-03

Misc :

ALS Vvial : 51 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-BG110321.M
Title : SVOA CALIBRATION
37 12.072 1456 1461 1467 rBV4 1296 2408 0.19% ©0.018%
38 12.154 1471 1475 1479 rBvV2 2726 5154 0.40% 0.039%
39 12.371 1509 1512 1515 rBV5 1341 2144 0.17% 0.016%
40 12.407 1515 1518 1520 rVV3 1874 2337 0.18% 0.018%
41 12.448 1522 1525 1528 rVB3 2296 2779 0.22% 0.021%
42 12.630 1552 1556 1561 rVv3 4447 7686 0.60% 0.058%
43 12.835 1587 1591 1595 rBV5 2509 4404 0.34% 0.033%
44 13.217 1649 1656 1659 rBvV3 7446 13068 1.01% 0.099%
45 13.452 1692 1696 1701 rVB4 5024 8278 0.64% 0.062%
46 13.729 1740 1743 1748 rVB5 3514 5380 0.42% 0.041%
47 13.946 1778 1780 1782 rBV3 1514 1751 0.14% 0.013%
48 14.016 1789 1792 1793 rBvV2 1869 2176 0.17% 0.016%
49 14.257 1826 1833 1838 rvVv 474777 724517 56.16% 5.465%
50 14.304 1838 1841 1848 rVV 27007 38677 3.00% 0.292%
51 14.387 1848 1855 1864 rvVv 58863 106314 8.24% 0.802%
52 14.481 1868 1871 1876 rVWV7 3610 5880 0.46% 0.044%
53 14.557 1877 1884 1895 rVV 508143 836964 64.87% 6.313%
54 14.651 1895 1900 1903 rVB5 3388 4689 0.36% 0.035%
55 14.798 1924 1925 1929 rvv3 2409 3230 0.25% 0.924%
56 14.863 1929 1936 1943 rVB 376982 615850 47.73% 4.645%
57 15.004 1957 1960 1963 rBV5 1821 2718 0.21% 0.021%
58 15.056 1963 1969 1982 rVB 42811 84699 6.56% 0.639%
59 15.244 1992 2001 2005 rBVS 6538 17019 1.32% 0.128%
60 15.562 2052 2055 2057 rVv3 3173 3841 0.30% 0.029%
61 15.620 2060 2065 2070 rVV 17224 26440 2.05% 0.199%
62 15.656 2070 2071 2076 rVB5 3488 3697 0.29% 0.028%
63 15.750 2080 2087 2090 rBV6 2041 3554 0.28% 0.027%
64 15.850 2097 2104 2109 rBV 684667 1086779 84.23%  8.198%
65 15.967 2118 2124 2135 rBV 242848 371959 28.83% 2.806%
66 16.049 2135 2138 2140 rVVv4 2641 3443 0.27% 0.026%
67 16.073 2140 2142 2144 rVV3 1668 1836 0.14% 0.014%
68 16.091 2144 2145 2150 rVB5 2921 2753 0.21% 0.021%
69 16.132 2150 2152 2154 rBV3 2452 1893 0.15% 0.014%
70 16.255 2168 2173 2176 rVB4 10907 16052 1.24% 0.121%
71 16.296 2176 2180 2182 rVB5 1799 2556 ©0.20% ©0.019%
72 16.378 2189 2194 2199 rBV3 9689 14763 1.14% 0.111%
73 16.543 2214 2222 2227 rBV7 7451 14338 1.11% 0.108%
74 16.713 2249 2251 2253 rBV3 2017 2150 0.17% 0.016%
75 16.907 2280 2284 2294 rVB2 11654 20309 1.57% 0.153%
76 17.136 2319 2323 2324 rBV4 2507 3075 0.24% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©00:10
Operator : CG/JU

Sample : M4542-03

Misc :

ALS Vvial : 51 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-BG110321.M

Title : SVOA CALIBRATION

77 17.271 2345 2346 2349 rBV3 2411 2265 0.18% 0.017%
78 17.342 2353 2358 2361 rVB7 5324 7093 ©.55% 0.054%
79 17.395 2361 2367 2372 rBV 27712 43714 3.39% 0.330%
80 17.542 2390 2392 2395 rVW4 1943 2198 0.17% 0.017%
81 17.606 2397 2403 2413 rVB 471060 724284 56.14% 5.463%
82 17.706 2413 2420 2431 rBV 792658 1214960 94.17% 9.165%
83 17.783 2431 2433 2435 rBV3 3142 3143 0.24% 0.024%
84 17.912 2453 2455 2460 rBV6 2166 3157 0.24% 0.024%
85 17.982 2465 2467 2469 rBV3 1735 2042 0.16% 0.015%
86 18.082 2482 2484 2485 rBV2 2517 1771 0.14% 0.013%
87 18.241 2506 2511 2516 rBV6 9570 18205 1.41% 0.137%
88 18.458 2543 2548 2558 rBV 70843 112683 8.73% 0.850%
89 18.535 2558 2561 2566 rvv7 3741 5771 0.45% 0.044%
990 18.975 2634 2636 2637 rBV2 3550 3128 0.24% 0.024%
91 19.016 2640 2643 2644 rBV3 5237 5853 0.45% 0.044%
92 19.498 2723 2725 2726 rBV2 4412 3060 0.24% 0.023%
93 19.545 2730 2733 2737 rVV3 10777 16718 1.30% 0.126%
94 19.622 2742 2746 2750 rVB 12909 23075 1.79% 0.174%
95 19.716 2759 2762 2769 rBV 30903 46740 3.62% ©0.353%
96 19.980 2801 2807 2814 rBV 859871 1290176 100.00% 9.732%
97 21.502 3061 3066 3075 rVB4 57565 109558 8.49% 0.826%
98 21.907 3129 3135 3141 rVB 358248 623320 48.31% 4.702%
99 25.086 3667 3676 3690 rVB2 372011 1131281 87.68% 8.533%
100 25.321 3706 3716 3727 rVB3 206334 691950 53.63% 5.219%

Sum of corrected areas: 13257173
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©0:10
Operator : CG/JU

Sample : M4542-03

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG051012.D\data.ms
800000
600000
400000
9.410
200000 7.533%65 8235 10.133
8.934
4,0;0 7.38
Oaim 23634.739 A\7/60B18  8.3438.599 9.3450.69839 Z
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051012.D\data.ms
19.980
800000 17.706
15.850
600000
14.557
14.257 17'60FP6 21.907
400000 14.863
15.967
200000 21.502
18.458
.38 6
5.056 3
013745213@@]5% aTRRY S pTaR2a8, 5351097 1P
e o e e e i e e e e e e e e e e e T T A L A L B e e o A IR A
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: BG051012.D\data.ms
800000
600000
25.086
400000
5.321
200000
e\,
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\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©0:10
Operator : CG/JU

Sample : M4542-03

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.387 3.45 ng/ul 106314  Acenaphthene-di10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 90
3 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 78
4 Pentaethylene glycol 238 C10H2206 004792-15-8 72
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72
Abundance Scan 1855 (14.387 min): BG051012.D\data.ms (-1848) (- m/z 45.00 100.00%
45.0
5000
89.0 - P
‘ ‘ 7o 14.00 14.50
MW,HH_umHm‘“H‘_‘H_WHH“H%Q?‘QW m/z 57.05 55.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81997: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 e
14.00 14.50
89.0 m/z 41.00 23.67%
%\5\ ?\ h\“\ T ’N TT H‘ TT 1“\ ‘ \H‘\‘\ T U‘\ %]\_?\(\)\]\_?\4\\0\ ‘]\.\7\2\9\ L ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81994: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
43.0
- o
14.00 14.50
5000 m/z 89.00 20.27%
89.0
sod ||y L0700 yeo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /«\
Abundance #135270: 3,6,9,12-Tetraoxahexadecan-1-ol — e
45.0 14.00 14.50
m/z 75.00 17.22%
5000
89.0
144.0
20 || a0t s e L],
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©0:10
Operator : CG/JU

Sample : M4542-03

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.458 3.11 ng/ul 112683  Phenanthrene-di10 17.606
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2548 (18.458 min): BG051012.D\data.ms (-2543) (- m/z 73.00 100.00%

43.0 730 Jw
5000
129.0
213.1 Fe
L 2T 2561 00
S ‘MUH“ “H‘WH‘um;m‘m‘n‘\‘u‘ S S L M m/z 60.00 87.01%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 N
129.0 18.50
213.0 m/z 43.00 82.00%
171.0
14.0}, u‘J‘u‘u Il i B ‘ o “‘ .
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
18.‘50
5000 256.0 m/z 41.00  69.28%
129.0
213.0
LA 170
: “‘ ‘; l ‘M I H“ ‘H‘H‘ uh‘L Ju‘\‘u; . “ “ “‘m‘ by \‘
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T
60.0 18.50
m/z 57.05 62.30%
5000 129.0
o0 1710 2130 256.0
‘M‘M‘u h“ “H‘MH Mh\“\ Ju‘\‘n; N ‘ “ “ “‘ \‘ “‘ - ““ o
miz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©0:10
Operator : CG/JU

Sample : M4542-03

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 E-14-Hexadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.502 3.52 ng/ul 109558  Chrysene-di12 21.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 99
2 Cyclopentadecane 210 C15H30 000295-48-7 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 93

4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93
5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 93

Abundance Scan 3066 (21.502 min): BG051012.D\data.ms (-3061) (-  m/z 55.00 100.00%

55.0
97.0
5000
L \
I H\ I \H\‘\Mlﬁ'o 2000 2550 3021 353. 250 .
oo Il B T e e m/z 43.00 96.34%
miz--> 50 100 150 200 250 300 350
Abundance #121278: E-14-Hexadecenal
43.0
83.0
5000 ——
21.50
m/z 57.10 84.53%
25.0
L “\H\ + W ‘l\6§.\0\ ‘ T \2\3§.‘0\ LI ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
53.0
L \
21.50
5000 97.0 m/z 83.05 79.09%
AL gsmo 200
NN B I e G —
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate T |
57.0 21.50
97.0 m/z 69.00 75.63%
. /\/WM(\J\WNW
39.0 294.0
UL 2 smm0zzn 2900 s .
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@51012.D

Acqg On : 13 Nov 2021 ©00:10
Operator : CG/JU

Sample : M4542-03

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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|
Ethanol, 2-[2-(... 14.387 3.5 ng/ul 106314 3 14.863 615850 20.0
n-Hexadecanoic ... 18.458 3.1 ng/ul 112683 4 17.606 724284 20.0
E-14-Hexadecenal 21.502 3.5 ng/ul 109558 5 21.907 623320 20.0
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