LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072823\
Data File : VY@14913.D

Acqg On : 28 Jul 2023 16:56

Operator : SY/MD

Sample : 03813-01

Misc : 4.89g/5.0mL/MSVOA_Y/SOIL PLAUDERVILLE-1

ALS Vvial : 19 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_Y\methods\82Y071323S.M

Title : SW846 8260

Signal : TIC: VY@14913.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.211 59 64 66 rBv2 6469 10050 1.32% 0.162%
2 3.942 340 348 357 rBvV 5051 14380 1.90% 0.231%
3 4.198 381 390 401 rBV 6316 20185 2.66%  0.325%
4 4.704 460 473 487 rBV 20357 66492 8.76% 1.070%
5 5.728 632 641 652 rvB3 6591 21127 2.78% 0.340%

6 6.972 832 845 871 rBV 99615 338804 44.65%
7 7.710 957 966 972 rBV 108743 257348 33.91%
8 7.783 972 978 990 rVB 176515 401376 52.90%
9 8.130 1022 1035 1047 rBV2 127435 332821 43.86%

8.685 1117 1126 1134 rBV 275677 550306 72.52%
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11 10.173 1363 1370 1378 rBV 441546 758811 100.00% 12.
12 10.258 1378 1384 1387 rBvV4 6426 12571 1.66%
13 10.575 1427 1436 1443 rBV 102500 185132 24.40%
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O
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14 10.941 1490 1496 1508 rBV 55296 102430 13.50% 649%
15 11.e38 1508 1512 1518 rVB4 6701 11094  1.46% 179%
16 11.313 1552 1557 1564 rVB2 35981 60324 7.95% 0.971%
17 11.483 1577 1585 1594 rBV 433707 707510 93.24% 11.387%
18 12.105 1681 1687 1696 rVB2 5816 10553 1.39% ©.170%
19 12.331 1715 1724 1728 rBV4 7966 13883 1.83% 0.223%

20 12.477 1738 1748 1755 rBV3 413153 744892 98.17% 11.989%

21 12.544 1755 1759 1762 rBV5 7362 12407 1.64% ©.200%
22 12.623 1767 1772 1781 rVB 17531 40017 5.27% 0.644%
23 12.825 1795 1805 1811 rBVS5 18563 53028 6.99% 0.853%
24 12.983 1827 1831 1837 rBV6 2940 7881 1.04% ©.127%
25 13.062 1840 1844 1851 rVB 27597 43532 5.74% ©.701%
26 13.178 1856 1863 1869 rVB2 19930 32392 4.27% 0.521%
27 13.276 1869 1879 1884 rBV 36592 68436 9.02% 1.101%
28 13.337 1884 1889 1892 rBV3 9956 18081 2.38% ©0.291%
29 13.422 1897 1903 1908 rVV 429428 699426 92.17% 11.257%
30 13.477 1908 1912 1924 rVB3 29785 64916  8.55% 1.045%
31 13.635 1932 1938 1942 rBV2 12246 21171 2.79% ©.341%
32 13.776 1955 1961 1966 rBV4 5757 11137 1.47% 0.179%
33 13.959 1986 1991 1999 rBV2 12636 21082 2.78% 0.339%
34 14.306 2043 2048 2055 rVB2 26985 44918 5.92% ©.723%
35 14.465 2067 2074 2085 rBV 224027 352561 46.46% 5.674%
36 14.562 2085 2090 2096 rBV 31934 50509 6.66% ©0.813%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072823\
Data File : VY@14913.D

Acqg On : 28 Jul 2023 16:56

Operator : SY/MD

Sample : 03813-01

Misc : 4.89g/5.0mL/MSVOA_Y/SOIL PLAUDERVILLE-1

ALS Vvial : 19 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_Y\methods\82Y071323S.M

Title : SW846 8260

37 15.312 2205 2213 2219 rBV 30879 51496 6.79% ©.829%
Sum of corrected areas: 6213079
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072823\
Data File : VY@14913.D

Acqg On : 28 Jul 2023 16:56

Operator : SY/MD

Sample : 03813-01

Misc : 4.89g/5.0mL/MSVOA_Y/SOIL PLAUDERVILLE-1

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.M
Quant Title : SW846 8260

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

Abundance TIC: VY014913.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072823\
Data File : VY014913.D

Acqg On : 28 Jul 2023 16:56

Operator : SY/MD

Sample : 03813-01

Misc : 4.89g/5.0mL/MSVOA_Y/SOIL PLAUDERVILLE-1

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.M
Quant Title : SW846 8260

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 5 Thujone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.464  25.20 ug/l 352561 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 98
2 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 94
3 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10H160 000471-15-8 93
4 3,5-Octadiene, (Z,Z)- 110 C8H14 007348-80-3 74
5 5-Hexenal, 4-methylene- 110 C7H1e0 017844-21-2 60
Abundance Scan 2074 (14.465 min): VY014913.D\data.ms (-2067) (- | m/z 81.05 100.00%
81.0
110.1
41.1
5000
1450
152.0 -
0 ‘ H Ml 2070 /7 110,10 76.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29047: Thujone
81.0
41.0
110.0
5000 1
14.50
m/z 68.10 64.99%
15.0 I 10
O' \\“\\‘\w‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29397: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl
81.0 1100
P
41.0 14.50
5000 m/z 67.10 62.01%
152.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29442: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl =y
41.0 81.0 14.50
m/z 69.10 59.63%
110.0
5000
h “ 152.0
0l R SR A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072823\
Data File : VY@14913.D

Acqg On : 28 Jul 2023 16:56

Operator : SY/MD

Sample : 03813-01

Misc : 4.89g/5.0mL/MSVOA_Y/SOIL PLAUDERVILLE-1

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.M
Quant Title : SW846 8260

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

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

Thujone 14.464 25.2 ug/l 352561 4 13.422 699426 50.0
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