LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032121\
Data File : VX@021310.D

Acqg On : 19 Mar 2021 18:23

Operator : JC/MD

Sample : M1715-01

Misc : 5.0mL/MSVOA_X/WATER 210317058-01-VOA

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\voasrv\HPCHEM1\MSVOA X\Method\82X031621W.M

Title : SW846 8260

Signal : TIC: VXe@21310.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.375 46 49 58 rVB 12707 17520 3.59% 0.448%
2 1.581 77 84 90 rvB3 5846 11244 2.30% 0.288%
3 2.169 179 184 191 rVB 13049 19253 3.94% 0.492%
4 2.428 218 228 235 rBV2 19292 37990 7.78% 0.971%
5 2.481 235 237 244 rBV2 5811 12920 2.65% 0.330%
6 3.011 317 327 340 rBV 53038 119067 24.38%  3.045%
7 3.164 349 353 362 rVB4 2552 6078 1.24% 0.155%
8 4.652 593 606 620 rBv 63999 215104 44.04%  5.500%
9 5.087 667 680 700 rBvV 88891 267161 54.70% 6.832%
10 5.464 733 744 756 rBV 54740 153457 31.42% 3.924%
11 5.629 761 772 784 rW 93571 261096 53.46% 6.677%
12 6.029 830 840 849 rBV 64235 169088 34.62% 4.324%
13 6.111 849 854 864 rVB2 6625 16713 3.42% 0.427%
14 6.305 879 887 899 rBV3 2980 8849 1.81% 0.226%
15 6.829 965 976 986 rBV 143072 336096 68.82% 8.594%
16 7.511 1086 1092 1100 rVB2 5750 11450 2.34% 0.293%
17 7.711 1119 1126 1139 rVB 6947 14948 3.06% 0.382%
18 7.952 1160 1167 1174 rBV2 4544 8499 1.74% 0.217%
19 8.594 1272 1276 1286 rVB3 3135 7276 1.49% 0.186%
20 8.694 1286 1293 1300 rBV 288582 448279 91.79% 11.463%
21 8.758 1300 1304 1313 rVV4 6589 14947 3.06% 0.382%
22 8.847 1313 1319 1329 rVB 7344 12632 2.59% 0.323%
23 9.282 1388 1393 1399 rVB 4329 6424 1.32% 0.164%
24 9.417 1408 1416 1422 rBV 10464 15214 3.12% ©0.389%
25 9.535 1431 1436 1440 rBV 11358 17421 3.57% 0.445%
26 9.600 1440 1447 1454 rVB6 2758 5818 1.19% 0.149%
27 10.094 1521 1531 1553 rVB2 283578 488398 100.00% 12.489%
28 10.253 1553 1558 1567 rBV4 4008 8291 1.70% 0.212%
29 10.341 1568 1573 1579 rVB 24981 35738 7.32% 0.914%
30 10.682 1626 1631 1637 rVB 18667 25710 5.26% 0.657%
31 10.806 1650 1652 1663 rVB4 2939 5247 1.07% 0.134%
32 11.000 1679 1685 1691 rVB2 7255 10251 2.10% 0.262%
33 11.118 1699 1705 1712 rBV 218008 284920 58.34% 7.286%
34 11.406 1749 1754 1764 rVB4 5419 11614 2.38% 0.297%
35 11.653 1791 1796 1804 rVB 11617 17127 3.51% 0.438%
36 11.788 1804 1819 1824 rBV 17208 25423 5.21% 0.650%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032121\
Data File : VX@021310.D

Acqg On : 19 Mar 2021 18:23

Operator : JC/MD

Sample : M1715-01

Misc : 5.0mL/MSVOA_X/WATER 210317058-01-VOA

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\voasrv\HPCHEM1\MSVOA X\Method\82X031621W.M
Title : SW846 8260
37 11.924 1836 1842 1851 rVB2 18189 24806 5.08% 0.634%
38 12.059 1858 1865 1873 rBV2 269509 420739 86.15% 10.759%
39 12.129 1873 1877 1882 rBV 10758 17586 3.60% 0.450%
49 12.282 1896 1903 1907 rBvV2 27977 37396 7.66% 0.956%
41 12.371 1912 1918 1926 rVB4 6283 12333 2.53% 0.315%
42 12.447 1926 1931 1937 rBV6 5051 10362 2.12% 0.265%
43 12.577 1947 1953 1961 rVB3 4953 11043 2.26% 0.282%
44 12.653 1961 1966 1969 rBV 6354 7170 1.47% 0.183%
45 12.712 1969 1976 1978 rBV3 3257 5500 1.13% 0.141%
46 12.735 1978 19860 1986 rvVv3 3847 6040 1.24% 0.154%
47 12.806 1986 1992 1997 rVB3 4327 7205 1.48% 0.184%
48 12.871 1999 2003 2007 rBV6 2678 5112 1.05% 0.131%
49 12.947 2011 2016 2021 rVVv2 36774 56946 11.66% 1.456%
50 13.000 2021 2025 2029 rVB6 7619 11950 2.45% 0.306%
51 13.324 2076 2080 2085 rBV3 14086 18174 3.72% 0.465%
52 13.371 2085 2088 2092 rBvV4 5063 6809 1.39% 0.174%
53 13.465 2099 2104 2107 rBV3 8747 11214 2.30% 0.287%
54 13.512 2107 2112 2116 rVWV 19025 26701 5.47% 0.683%
55 13.547 2116 2118 2127 rVB7 5392 8243 1.69% 0.211%
56 13.630 2127 2132 2136 rBV7 3393 5861 1.20% 0.150%
57 13.812 2158 2163 2172 rVB 11582 16780 3.44% 0.429%
58 13.971 2184 2190 2196 rBV7 5688 12418 2.54% 0.318%
59 14.683 2306 2311 2312 rBV2 7286 9336 1.91% 0.239%
60 14.706 2312 2315 2321 rVB3 9489 13349 2.73% 0.341%
61 14.818 2329 2334 2341 rVB2 8817 11463 2.35% 0.293%
62 16.389 2595 2601 2607 rBV3 4664 8830 1.81% 0.226%
Sum of corrected areas: 3910629
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032121\
Data File : VX021310.D

Acqg On : 19 Mar 2021 18:23

Operator : JC/MD

Sample : M1715-01

Misc : 5.0mL/MSVOA_X/WATER 210317058-01-VOA

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX021310.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032121\
Data File : VX021310.D

Acqg On : 19 Mar 2021 18:23
Operator : JC/MD

Sample : M1715-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.947 6.77 ug/l 56946 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,3,... 152 C1@H160 001195-79-5 95
2 L-Fenchone 152 C10H160 007787-20-4 94
3 D-Fenchone 152 C1eH160 004695-62-9 91
4 2-Furanacetaldehyde, .alpha.-pro... 152 C9H1202 031681-26-2 50
5 Ethanone, 1-(2-methyl-2-cyclopen... 124 C8H120 001767-84-6 45

Abundance Scan 2016 (12.947 min): VX021310.D\data.ms (-2011) (- m/z 81.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032121\
Data File : VX@021310.D

Acqg On : 19 Mar 2021 18:23

Operator : JC/MD

Sample : M1715-01

Misc : 5.0mL/MSVOA_X/WATER 210317058-01-VOA

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Bicyclo[2.2.1]h... 12.947 6.8 ug/l 56946 4 12.059 420739 50.0
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