LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BG@50034.D

Acqg On : 30 Aug 2021 16:22
Operator : CG/JU

Sample : M3458-02

Misc :

ALS vial : 7 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-BG081921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50034.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.379 56 58 62 rvB3 2414 2091 0.57% 0.049%
2 3.437 67 68 70 rBV2 2279 1608 0.44% 0.038%
3  3.772 123 125 128 rBV3 4813 5808 1.59% 0.136%
4 3.860 135 140 147 rVB6 4339 8723 2.39% 0.204%
5 4.078 172 177 180 rBvV3 2412 4426 1.21% 0.103%
6 4.266 205 209 212 rBV3 1560 1946 0.53% 0.045%
7 4.319 212 218 222 rBV 13850 21205 5.80% 0.495%
8 4.595 262 265 266 rVB3 1777 1433 0.39% 0.033%
9 4.736 286 289 294 rVB3 6446 8774 2.40% 0.205%
106 5.023 335 338 343 rVB4 2800 4539  1.24% 0.106%
11 5.117 351 354 361 rVB5S 2440 5128 1.40% 0.120%
12 5.347 391 393 395 rBV 1366 1597 0.44% 0.037%
13 5.576 428 432 435 rBV3 1609 2676 0.73% 0.063%
14 5.952 493 496 497 rVwv3 2495 2474 0.68% 0.058%
15 6.222 538 542 544 rVB2 1357 1624 0.44% 0.038%
16 6.451 578 581 582 rBV2 1681 1556 0.43% 0.036%
17 6.991 672 673 676 rBv2 1574 1665 0.46% 0.039%
18 7.103 689 692 693 rBv2 1536 1393 0.38% 0.033%
19 7.138 693 698 708 rVB2 41943 78103 21.37% 1.824%
20 7.285 717 723 731 rW 31073 54372 14.88% 1.270%
21 7.497 753 759 764 rWwV 45207 81649 22.34% 1.907%
22 7.567 768 771 773 rBvV2 1817 1922 0.53% 0.045%
23 7.961 831 838 846 rVB 89236 147777 40.44% 3.452%
24  8.343 899 903 907 rBV3 919 14106 0.39% 0.033%
25 8.689 955 962 968 rBV 47276 87992 24.08% 2.055%
26 9.130 1031 1037 1044 rVvv2 45481 82266 22.51% 1.922%
27 9.864 1155 1162 1170 rVB2 42549 80767 22.10% 1.887%
28 10.034 1189 1191 1196 rBV2 1471 1879 0.51% 0.044%
29 10.416 1250 1256 1263 rBV2 62308 115598 31.64% 2.700%
30 10.557 1276 1280 1282 rBV3 1703 2164 0.59% 0.051%
31 10.780 1307 1318 1325 rBV 117496 216587 59.27% 5.059%
32 10.833 1325 1327 1332 rVB2 3129 3913 1.07% 0.091%
33 10.927 1337 1343 1350 rBV3 9951 16975 4.65% 0.397%
34 12.196 1555 1559 1561 rBV3 3664 4167 1.14% 0.097%
35 12.366 1585 1588 1594 rBV3 2237 3617 ©.99% 0.084%
36 12.449 1596 1602 1608 rvv2 5309 8953  2.45% 0.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BG@50034.D

Acqg On : 30 Aug 2021 16:22
Operator : CG/JU

Sample : M3458-02

Misc :

ALS vial : 7 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-BG081921.M
Title : SVOA CALIBRATION
37 12.672 1635 1640 1645 rVB5 4797 8737 2.39% 0.204%
38 12.972 1688 1691 1693 rBV 1481 1393 0.38% ©0.033%
39 13.259 1736 1740 1742 rBV 1051 1460 0.40% 0.034%
40 13.436 1764 1770 1776 rBV3 4343 6799 1.86% ©0.159%
41 13.512 1778 1783 1785 rVV2 1552 2062 0.56% 0.048%
42 13.806 1831 1833 1839 rVB3 1314 1604 0.44% 0.037%
43 13.941 1853 1856 1859 rvwv2 4296 5804 1.59% 0.136%
44 14.023 1861 1870 1878 rVV 128776 190518 52.14%  4.450%
45 14.088 1878 1881 1886 rVB3 3662 4592 1.26% ©.107%
46 14.182 1894 1897 1899 rBV2 2504 1933 0.53% 0.045%
47 14.252 1905 1909 1913 rVB 1292 1721 0.47%  0.040%
48 14.317 1913 1920 1931 rVV 131259 217121 59.42% 5.072%
49 14.505 1948 1952 1958 rVB2 4116 5748 1.57% 0.134%
50 14.622 1965 1972 1979 rVWVW 191297 305778 83.68% 7.142%
51 14.687 1979 1983 1988 rVB3 2019 3047 ©.83% 0.071%
52 14.863 2005 2013 2019 rBV3 27638 52388 14.34%  1.224%
53 15.022 2033 2040 2043 rBvV4 4160 6189 1.69% 0.145%
54 15.357 2093 2097 2102 rBV3 13909 19725 5.40% 0.461%
55 15.415 2104 2107 2109 rVwv2 2736 2721 0.74% 0.064%
56 15.456 2109 2114 2120 rVB4 4468 7705 2.11% 0.180%
57 15.515 2123 2124 2128 rBV 1196 1598 0.44% 0.037%
58 15.621 2136 2142 2148 rVV 184775 276194 75.59%  6.451%
59 15.668 2148 2150 2156 rVB4 4505 6487 1.78% 0.152%
60 15.756 2161 2165 2172 rBV2 32096 47873 13.10% 1.118%
61 15.862 2181 2183 2186 rVB3 2816 3051 0.83% 0.071%
62 15.938 2193 2196 2198 rBV 1396 2094 0.57% 0.049%
63 15.967 2198 2201 2205 rVB4 3347 4780 1.31% 0.112%
64 16.108 2224 2225 2227 rW 2682 2168 0.59% 0.051%
65 16.126 2227 2228 2234 rVB 2830 2445 0.67% ©.057%
66 16.202 2239 2241 2245 rVB3 2219 2878 0.79% 0.067%
67 16.326 2256 2262 2263 rBV 7125 10380 2.84%  0.242%
68 16.467 2283 2286 2290 rVB2 1889 2069 0.57% 0.048%
69 16.526 2293 2296 2297 rBV 2473 1875 0.51% 0.044%
70 16.678 2318 2322 2327 rBV3 2579 4405 1.21% ©@.10e3%
71 16.843 2346 2350 2353 rVB 1822 1876 ©.51% 0.044%
72 16.913 2353 2362 2367 rBV5 4199 8805 2.41%  0.206%
73 16.954 2367 2369 2370 rVB2 2358 1396 ©0.38% 0.033%
74 17.037 2380 2383 2387 rVB4 4958 6273 1.72% ©.147%
75 17.113 2392 2396 2401 rVB3 8382 8979 2.46% ©.210%
76 17.166 2401 2405 2407 rBV2 3247 3598 ©.98% 0.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BG@50034.D

Acqg On : 30 Aug 2021 16:22
Operator : CG/JU

Sample : M3458-02

Misc :

ALS vial : 7 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-BG081921.M

Title : SVOA CALIBRATION

77 17.277 2422 2424 2426 rBV2 1916 1418 0.39% 0.033%
78 17.377 2435 2441 2446 rBV 230342 358435 98.09% 8.372%
79 17.418 2446 2448 2453 rVW 44395 58550 16.02%  1.368%
80 17.477 2453 2458 2467 rVB2 190210 283827 77.67% 6.630%
81 17.583 2474 2476 2478 rVB2 2820 2255 0.62% ©.053%
82 17.789 2506 2511 2513 rBV4 3595 5736 1.57% 0.134%
83 17.853 2519 2522 2527 rVB3 7416 11404 3.12% 0.266%
84 17.900 2527 2530 2531 rBV 3348 3025 0.83% 0.071%
85 17.935 2533 2536 2537 rBV3 2000 1587 0.43% 0.037%
86 18.029 2548 2552 2555 rBV5 4585 7800 2.13% 0.182%
87 18.141 2570 2571 2573 rBV2 2289 1781 0.49%  0.042%
88 18.258 2587 2591 2595 rBV5 9036 12041 3.30% ©0.281%
89 18.300 2595 2598 2603 rBV3 11392 19291 5.28% 0.451%
90 18.352 2606 2607 2609 rBV2 2459 1676 0.46% 0.039%
91 18.376 2609 2611 2616 rVB5 3488 5182 1.42% ©.121%
92 18.441 2619 2622 2624 rBV3 12153 16315 4.46% 0.381%
93 18.546 2638 2640 2645 rVB4 6394 7804 2.14% 0.182%
94 18.728 2667 2671 2672 rBV4 3327 5364 1.47% 0.125%
95 18.805 2680 2684 2688 rBV7 7136 10160 2.78%  ©.237%
96 19.175 2745 2747 2752 rVB6 11718 13191 3.61% ©.308%
97 19.433 2787 2791 2798 rVB 82134 117858 32.25% 2.753%
98 19.768 2843 2848 2852 rBV 234234 365405 100.00%  8.535%
99 21.654 3164 3169 3174 rVB 192829 314693 86.12% 7.351%
100 24.885 3712 3719 3727 rVB2 119930 341271 93.40% 7.972%

Sum of corrected areas: 4281115
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@83021\
Data File : BG@50034.D

Acqg On : 30 Aug 2021 16:22
Operator : CG/JU

Sample : M3458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050034.D\data.ms
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Abundance TIC: BG050034.D\data.ms
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Abundance TIC: BG050034.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@83021\
Data File : BG@50034.D

Acqg On : 30 Aug 2021 16:22
Operator : CG/JU

Sample : M3458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.319 2.87 ng/ul 21205 1,4-Dichlorobenzene-d4 7.961
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butyn-1-o0l 70 C4H60 000764-01-2 40
2 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 9
3 1-Octen-4-o0l 128 C8H160 040575-42-6 9

4 3-Methylbut-2-en-1-yl pivalate 170 C10H1802 211429-71-9 9
5 1,5-Heptadiene, 3,6-dimethyl- 124 CSH16 034891-10-6 9

Abundance Scan 218 (4.319 min): BG050034.D\data.ms (-212) (-) m/z 69.25 100.00%

69.3
41.1
5000
A e
H ‘ ‘ 129.8 207.2 4.00 4.20 4.40 4.60
obrretl e ML T wz 41.15 67.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #598: 2-Butyn-1-ol
69.0
5000
39.0 4.00 4.20 4.40 4.60
' m/z 43.15 40.38%
O WM’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24435: 4-Heptanol, 2,6-dimethyl-
69.0
4.00 4.20 4.40 4.60
5000 43.0 m/z 55.15 26.30%
ozl Wb b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14286: 1-Octen-4-ol
69.0 4.00 4.20 4.40 4.60
m/z 39.15 16.71%
41.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BG@50034.D

Acqg On : 30 Aug 2021 16:22
Operator : CG/JU

Sample : M3458-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.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 4.319 2.9 ng/ul 21205 1 7.961 147777 20.0
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