LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011422\
Data File : BGO@51974.D

Acqg On : 14 Jan 2022 13:35
Operator : CG/JU

Sample : N1100-18

Misc :

ALS vial : 8 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: BGO51974.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.570 106 14 19 rvB4 5420 8846 ©0.98% 0.108%
2 3.852 60 62 64 rBvV2 1484 1351 0.15% 0.016%
3 3.999 83 87 96 rBV 62689 105827 11.68%  1.286%
4 4.246 126 129 133 rVB 1310 1466 0.16% ©.018%
5 4.352 144 147 151 rvVvB3 2070 2639 0.29% 0.032%
6 5.068 263 269 273 rVB2 900 1399 0.15% 0.017%
7 5.286 305 306 310 rVB2 2460 2146 0.24% 0.026%
8 6.578 521 526 528 rBV 812 1311  0.14% 0.016%
9 7.060 604 608 609 rvB2 1156 1177 0.13% 0.014%
106 7.383 656 663 674 rBB 99523 180621 19.94%  2.195%
11 7.547 682 691 700 rVB 64332 110070 12.15% 1.338%
12 7.770 722 729 736 rBvV 85226 145167 16.03% 1.764%
13 7.923 752 755 758 rBV 1009 1176 0.13% 0.014%
14 8.246 803 810 815 rBV 76122 125324 13.83% 1.523%
15 8.293 815 818 827 rVB2 9802 14413 1.59% 0.175%
16 8.470 843 848 851 rVB 825 1447 0.16% ©.018%
17 8.945 921 929 938 rBV 119621 199805 22.06%  2.428%
18 9.415 1002 1009 1017 rVB 93946 166152 18.34% 2.019%
19 9.838 1076 1081 1089 rVB4 4453 6657 0.73% 0.081%
20 10.144 1126 1133 1141 rBV2 78692 144110 15.91% 1.752%

21 10.696 1220 1227 1239 rVB 115396 208012 22.96%
22 10.837 1246 1251 1257 rVB3 3218 5885 0.65%
23 11.084 1286 1293 1301 rBV 107164 186692 20.61%
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24 11.207 1307 1314 1325 rBV 123739 223694 24.69% 719%
25 12.476 1525 1530 1534 rBV4 2200 3427 0.38% 042%
26 12.658 1557 1561 1562 rBV2 1621 1928 0.21% 0.023%
27 13.281 1661 1667 1670 rBV2 1421 2548 0.28% 0.031%
28 13.422 1687 1691 1694 rVB2 1471 1795 0.20% 0.022%
29 13.698 1735 1738 1743 rBV2 4449 6569 0.73% 0.080%
30 13.833 1758 1761 1765 rVB2 973 1256 0.14% 0.015%
31 14.091 1800 1805 1812 rBV 40161 58209 6.43% 0.707%
32 14.279 1830 1837 1843 rBV 270027 390172 43.07% 4.742%
33 14.397 1854 1857 1860 rVB2 1092 1325 0.15% 0.016%
34 14.514 1873 1877 1878 rBV 1786 2138 0.24% 0.026%
35 14.585 1882 1889 1896 rVvB 285711 444123 49.03%  5.398%

36 14.761 1916 1919 1924 rVB2 2839 3849 0.42%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011422\
Data File : BGO@51974.D

Acqg On : 14 Jan 2022 13:35
Operator : CG/JU

Sample : N1100-18

Misc :

ALS vial : 8 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 14.890 1934 1941 1948 rVB2 192587 306183 33.80% 3.721%
38 15.061 1961 1970 1983 rBV 130852 226117 24.96%  2.748%
39 15.290 2005 2009 2011 rVB2 962 1295 0.14% 0.016%
40 15.513 2044 2047 2052 rVB 1057 1574 0.17% 0.019%
41 15.713 2078 2081 2085 rVB4 3040 3785 0.42% 0.046%
42 15.877 2102 2109 2116 rVB 386853 591755 65.33% 7.192%
43 15.983 2120 2127 2136 rBV 116907 176652 19.50% 2.147%
44 16.118 2146 2150 2154 rVB3 1888 2524 0.28% 0.031%
45 16.271 2172 2176 2179 rVB2 1814 2035 0.22% 0.025%
46 16.506 2213 2216 2220 rBV3 2153 2682 0.30% 0.033%
47 16.559 2220 2225 2226 rVV2 2327 3503 ©0.39% 0.043%
48 16.600 2230 2232 2238 rVB4 1596 2516 ©0.28% 0.031%
49 16.752 2254 2258 2263 rBv2 1881 3649 0.40% 0.044%
50 16.917 2282 2286 2287 rBV 1671 1280 0.14% 0.016%
51 17.023 2301 2304 2309 rVB 1614 1637 ©0.18% 0.020%
52 17.070 2309 2312 2314 rBV 1008 1387 0.15% 0.017%
53 17.217 2335 2337 2340 rBV3 1427 1900 0.21% 0.023%
54 17.310 2348 2353 2354 rBV3 1526 2248 0.25% 0.027%
55 17.369 2360 2363 2367 rvB3 4412 5071 ©.56% 0.062%
56 17.416 2367 2371 2377 rVB4 2698 5597 0.62% 0.068%
57 17.469 2377 2380 2382 rBvV2 1114 1364 0.15% 0.017%
58 17.528 2387 2390 2394 rVB4 2294 3289 0.36% 0.040%
59 17.634 2402 2408 2415 rBV 298548 461206 50.91% 5.606%
60 17.739 2418 2426 2433 rVV 475315 736569 81.31%  8.952%
61 17.810 2434 2438 2442 rVB6 6932 8437 0.93% 0.103%
62 18.057 2478 2480 2484 rBV2 1168 1213 0.13% 0.015%
63 18.109 2487 2489 2493 rVB3 2266 2410 0.27% 0.029%
64 18.139 2493 2494 2497 rBV3 1494 1314 0.15% 0.016%
65 18.286 2515 2519 2522 rVB2 5323 6892 0.76% 0.084%
66 18.509 2552 2557 2560 rBV4 5827 9374 1.03% 0.114%
67 18.579 2567 2569 2573 rVB4 2269 1508 0.17% ©.018%
68 18.826 2609 2611 2612 rBV2 1771 1729 0.19% 0.021%
69 18.920 2625 2627 2630 rVB3 2487 1819 0.20% 0.022%
70 19.196 2671 2674 2677 rVB2 924 1264 0.14% 0.015%
71 19.231 2677 2680 2682 rBV3 1824 1996 0.22% 0.024%
72 19.255 2682 2684 2685 rBV 1211 1195 0.13% 0.015%
73 19.367 2701 2703 2705 rVB3 1995 1210 0.13% 0.015%
74 19.502 2724 2726 2729 rVB3 1644 1400 0.15% 0.017%
75 19.549 2730 2734 2737 rVW3 15062 20461 2.26% 0.249%
76 19.584 2737 2740 2743 rVB3 7134 8759 0.97% 0.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011422\
Data File : BGO@51974.D

Acqg On : 14 Jan 2022 13:35
Operator : CG/JU

Sample : N1100-18

Misc

ALS vial : 8 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 19.654 2748 2752 2755 rBV2 5492 8174 0.90% 0.099%
78 19.825 2778 2781 2782 rBV2 1953 1833 0.20% 0.022%
79 19.907 2792 2795 2796 rBV2 2162 1975 0.22% 0.024%

80 20.013 2807 2813 2826 rVB 610728 905853 100.00% 11.010%

81 20.165 2837 2839 2842 rBV3 1698 2130 0.24% 0.026%
82 20.301 2860 2862 2864 rBV3 2507 2098 0.23% 0.025%
83 20.906 2963 2965 2970 rVB5 10653 14111 1.56% 0.172%
84 21.564 3072 3077 3084 rBvlie 15219 38795  4.28% 0.472%

85 21.957 3137 3144 3153 rVB2 302833 510181 56.32% 6.201%

86 25.206 3687 3697 3713 rVB2 288079 826118 91.20% 10.041%
87 25.441 3727 3737 3753 rVB2 164023 534858 59.04% 6.501%
88 32.137 4875 4877 4878 rBV2 3620 2062 0.23% 0.025%

Sum of corrected areas: 8227713
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011422\
Data File : BG@51974.D

Acqg On : 14 Jan 2022 13:35
Operator : CG/JU

Sample : N11ee-18

Misc

ALS vial : 8 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: BG051974.D\data.ms
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Abundance TIC: BG051974.D\data.ms
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Abundance TIC: BG051974.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011422\
Data File : BG@51974.D

Acqg On : 14 Jan 2022 13:35
Operator : CG/JU

Sample : N11ee-18

Misc

ALS vial : 8 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 1 2-Ethylhexyl mercaptoacetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.091 3.80 ng/ul 58209  Acenaphthene-d10 14.890
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 78
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 58
3 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 53
4 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 53
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 50

Abundance Scan 1805 (14.091 min): BG051974.D\data.ms (-1800) (-  m/z 57.15 100.00%
57.1
5000
[ ;
| ‘ ‘ 832 22 14.00
H‘w"HMMwh‘JwphM‘_‘W‘H“WJH‘H“_‘H‘H“_ m/z 71.15  70.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 - R I
14.00
29.0 112.0 m/z 43.15 61.73%
v
\\\\‘\‘\\\“‘w\\!“\\‘N\‘h\1\‘\\\‘\‘\\\]\.‘4\‘5\'9‘]\-\7\2\.‘0\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
14.00
5000 m/z 41.15 51.62%
29.0 112.0
85.0
e A 0L 10 1090
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate AR e /\M —
43.0 71.0 14.00
m/z 55.15 32.85%
5000
119.0
150” L ﬂ ‘M 195.0 L‘ 147.0 1750 206.0 i ) fir
Frer e e e e e e e : —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011422\
Data File : BG@51974.D

Acqg On : 14 Jan 2022 13:35
Operator : CG/JU

Sample : N1100-18

Misc

ALS vial : 8 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|

2-Ethylhexyl me... 14.091 3.8 ng/ul 58209 3 14.890 306183 20.0
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