LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81921\
Data File : BG@49900.D

Acqg On : 19 Aug 2021 19:38
Operator : CG/JU

Sample : PB138363BL

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-BG081921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49900.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.069 3 5 12 rvB4 12054 17648 2.15% 0.213%
2 3.345 48 52 60 rVB4 7115 12666 1.54% 0.153%
3 3.568 88 90 93 rVB2 1903 1313 0.16% 0.016%
4 3,592 93 94 98 rBv4 1726 1609 0.20% 0.019%
5 3.656 103 105 109 rBvV3 1678 2001 0.24% 0.024%
6 3.774 122 125 132 rBV 67876 123387 15.04% 1.490%
7 3.979 158 160 161 rBV 1630 1347 0.16% 0.016%
8 4.079 174 177 178 rBV3 1313 1418 0.17% 0.017%
9 4.109 180 182 185 rVB2 3610 3170 0.39% 0.038%
10 4.725 285 287 289 rBv2 1343 1125 0.14% 0.014%
11  4.784 294 297 299 rBvV3 1267 1846 ©0.23% 0.022%
12 5.301 384 385 387 rBV2 1482 1221 0.15% 0.015%
13 5.507 418 420 423 rBV2 1580 1181 0.14% 0.014%
14 6.024 504 508 510 rBV3 1164 1780 0.22% 0.021%
15 6.329 557 560 563 rBV 1001 1209 0.15% 0.015%
16 6.652 612 615 617 rBV 1467 1406 0.17% 0.017%
17 6.770 631 635 636 rVB3 1507 1511 ©0.18% ©.018%
18 7.146 693 699 710 rBV 119972 209495 25.54%  2.529%
19 7.298 718 725 735 rBV 81219 138825 16.92% 1.676%
20 7.451 746 751 752 rBV 820 1357 0.17% 0.016%
21 7.510 755 761 774 rVB 125403 216245 26.36% 2.611%
22 7.980 834 841 850 rVB 90716 155133 18.91% 1.873%
23 8.696 956 963 973 rBV 138442 254249 30.99%  3.069%
24  8.978 1007 1011 1014 rBV2 1168 1372 0.17% 0.017%
25 9.149 1033 1040 1048 rBV 119452 217349 26.50% 2.624%
26 9.824 1151 1155 1156 rBv2 1315 1407 0.17% 0.017%
27 9.877 1156 1164 1171 rVV 109840 200372 24.43%  2.419%
28 9.948 1173 1176 1178 rBV2 1253 1256 ©.15% ©.015%
29 10.424 1250 1257 1265 rBV 140766 256443 31.26% 3.096%
30 10.794 1313 1320 1329 rVB 122609 222729 27.15% 2.689%
31 10.935 1337 1344 1356 rBV 143049 265198 32.33%  3.202%
32 12.391 1588 1592 1597 rBV3 2662 3872 0.47% 0.047%
33 13.461 1771 1774 1776 rBV 952 1237 0.15% 0.015%
34 13.596 1796 1797 1801 rBV 976 1322 0.16% 0.016%

5.

35 14.036 1866 1872 1883 rBV 305053 454313 55.38%
36 14.330 1915 1922 1931 rBV 297350 486819 59.34% 5.877%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81921\
Data File : BG@49900.D

Acqg On : 19 Aug 2021 19:38
Operator : CG/JU

Sample : PB138363BL

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-BG081921.M
Title : SVOA CALIBRATION
37 14.518 1951 1954 1958 rBV 1090 1439 0.18% 0.017%
38 14.635 1966 1974 1981 rBV 207055 324128 39.51% 3.913%
39 14.847 2004 2010 2025 rBV 96772 200446 24.43%  2.420%
40 15.628 2135 2143 2155 rBV 403198 608753 74.21%  7.349%
41 15.757 2158 2165 2173 rBV 133481 205668 25.07%  2.483%
42 15.875 2179 2185 2187 rVB2 3900 5892 0.72% 0.071%
43 16.304 2256 2258 2263 rBV2 876 1398 0.17% 0.017%
44 16.410 2274 2276 2279 rVB 1299 1151 0.14% 0.014%
45 17.232 2410 2416 2419 rVB 1026 1588 0.19% 0.019%
46 17.279 2422 2424 2427 rBV 885 1157 0.14% 0.014%
47 17.385 2436 2442 2449 rBV 270546 408556 49.80% 4.932%
48 17.485 2453 2459 2470 rVB2 458742 690897 84.22%  8.341%
49 17.684 2491 2493 2499 rVB2 1447 1789 0.22% 0.022%
50 18.002 2543 2547 2549 rBV2 1326 1607 0.20% 0.019%
51 18.189 2574 2579 2582 rVB 1266 2611 0.32% 0.032%
52 18.225 2582 2585 2589 rBV 1567 2197 0.27% 0.027%
53 18.736 2669 2672 2675 rVB 1420 1424 0.17% 0.017%
54 18.889 2696 2698 2701 rVB2 1095 1265 0.15% ©0.015%
55 18.918 2701 2703 2706 rVB2 1263 1194 0.15% 0.014%
56 19.024 2718 2721 2724 rBV 1777 1830 0.22% 0.022%
57 19.182 2746 2748 2751 rBV2 1605 1715 0.21% 0.021%
58 19.212 2751 2753 2756 rVB2 1304 1232  0.15% 0.015%
59 19.241 2756 2758 2760 rBV3 1179 1220 0.15% 0.015%
60 19.335 2770 2774 2780 rBV5 4466 5797 ©.71% 0.070%
61 19.411 2783 2787 2793 rW 7169 8621 1.05% ©.104%
62 19.535 2806 2808 2810 rBV3 2399 1808 ©0.22% 0.022%
63 19.599 2818 2819 2822 rVB3 1681 1335 0.16% 0.016%
64 19.623 2822 2823 2826 rBV3 1672 1313 0.16% ©0.016%
65 19.664 2826 2830 2832 rBV2 3343 3153 0.38% ©0.038%
66 19.776 2843 2849 2857 rBV 583878 820339 100.00%  9.904%
67 19.905 2869 2871 2876 rBV3 1641 3062 ©.37% 0.037%
68 19.958 2879 2880 2886 rBV4 2138 2094 0.26% ©0.025%
69 20.005 2886 2888 2891 rVB3 2150 2102 0.26% 0.025%
70 20.140 2909 2911 2915 rBV4 1745 2101 0.26% 0.025%
71 20.345 2944 2946 2947 rBV 1987 1386 0.17% 0.017%
72 20.392 2952 2954 2959 rBV5 2871 3997 0.49% 0.048%
73 21.655 3163 3169 3178 rVB 272199 454970 55.46% 5.493%
74 24.363 3629 3630 3631 rVB 4697 1656 ©0.20% 0.020%
75 24.663 3670 3681 3690 rBvV2 284130 764814 93.23%  9.233%

76 24.880 3709 3718 3730 rVB2 159029 466489 56.87% 5.632%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81921\
Data File : BG@49900.D

Acqg On : 19 Aug 2021 19:38
Operator : CG/JU

Sample : PB138363BL

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-BG081921.M

Title : SVOA CALIBRATION

77 25.133 3759 3761 3763 rBV3 4245 4173 0.51% 0.050%
Sum of corrected areas: 8283198
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81921\
Data File : BG@49900.D

Acqg On : 19 Aug 2021 19:38
Operator : CG/JU

Sample : PB138363BL

Misc :

ALS vial : 6 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: BG049900.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81921\
Data File : BG@49900.D

Acqg On : 19 Aug 2021 19:38
Operator : CG/JU

Sample : PB138363BL

Misc :

ALS vial : 6 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.
3.069 2.28 ng/ul 17648 1,4-Dichlorobenzene-d4 7.980

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydroxybutyric acid hydrazide 118 C4H1ON202 003879-08-1 9
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 9
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 8
4 1,2-Dimethoxy-2-methylpropan-1-a... 133 C6H15NO2 1000445-17-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 5
Abundance Scan 5 (3.069 min): BG049900.D\data.ms (-3) (-) m/z 73.15 100.00%
3.2
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86'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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Ol L w/z 43.15 33.43%
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Abundance #9808: 4-Hydroxybutyric acid hydrazide
32.0
5000 ‘\\\\/\‘\/\\\\‘\\\\‘\\\\‘\\\
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Abundance #5054: Butane, 2-methoxy-2-methyl-
T I —
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Abundance #5060: Butane, 2-methoxy-2-methyl- “HN““W““‘H““‘
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081921\
Data File : BG@49900.D

Acqg On : 19 Aug 2021 19:38
Operator : CG/JU

Sample : PB138363BL

Misc

ALS vial : 6 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 3.069 2.3 ng/ul 17648 1  7.980 155133 20.0
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