LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW062420\
Data File : VW015676.D

Aca On 24 Jun 2020 12:16

Operator : SY/VA

Sample : L3020-16

Misc : 6.93G/5ML/MSVOA W/SOIL

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA W\METHOD\82W062320S.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.915 483 494 510 rBvV2 11347 45166 4 .35% 0.638%
2 7.159 852 862 873 rBV 4935 14651 1.41% 0.207%
3 7.884 971 981 986 rBV 134561 314992 30.37% 4._.448%
4 7.951 986 992 1001 rVB 225228 508831 49.05% 7.185%
5 8.311 1042 1051 1062 rBV 127063 281423 27.13% 3.974%
6 8.482 1074 1079 1090 rVB3 5185 15527 1.50% 0.219%
7 8.841 1130 1138 1150 rBV 358571 726278 70.01% 10.255%
8 9.335 1207 1219 1224 rBV3 18470 42331 4._.08% 0.598%
9 9.762 1282 1289 1299 rVB3 11788 24576 2.37% 0.347%
10 9.896 1306 1311 1317 rVB2 13021 23503 2.27% 0.332%
11 9.957 1317 1321 1325 rBV 10013 17137 1.65% 0.242%
12 10.097 1335 1344 1357 rvVB2 12422 28864 2.78% 0.408%
13 10.250 1363 1369 1374 rvVB2 20207 34497 3.33% 0.487%
14 10.323 1374 1381 1397 rBvV 568278 1037341 100.00% 14.647%
15 10.512 1404 1412 1417 rVB4 11116 25237 2.43% 0.356%
16 10.768 1447 1454 1462 rVB7 9121 24037 2.32% 0.339%
17 10.938 1473 1482 1488 rBvV3 6686 13254 1.28% 0.187%
18 11.036 1493 1498 1506 rVB 7558 16216 1.56% 0.229%
19 11.408 1552 1559 1571 rVB5 13884 40822 3.94% 0.576%
20 11.512 1571 1576 1581 rBV 12098 19986 1.93% 0.282%
21 11.633 1586 1596 1603 rBV 513783 862954 83.19% 12.185%
22 11.731 1608 1612 1621 rVV 42907 78409 7.56% 1.107%
23 11.847 1621 1631 1640 rVV3 19458 57678 5.56% 0.814%
24 12.139 1674 1679 1684 rBV5 7263 14694 1.42% 0.207%
25 12.341 1703 1712 1715 rBV7 5002 13620 1.31% 0.192%
26 12.621 1747 1758 1767 rVB 386678 647590 62.43% 9.144%
27 12.804 1783 1788 1794 rVB 19514 33940 3.27% 0.479%
28 12.902 1799 1804 1807 rVV 24394 38146 3.68% 0.539%
29 12.944 1807 1811 1826 rVB2 50577 95797 9.23% 1.353%
30 13.103 1830 1837 1844 rBV 12337 23668 2.28% 0.334%
31 13.255 1855 1862 1867 rBV 80342 125742 12.12% 1.775%
32 13.377 1875 1882 1885 rBV2 5250 11728 1.13% 0.166%
33 13.560 1905 1912 1924 rVVv2 487598 883673 85.19% 12.477%
34 13.718 1931 1938 1940 rBV3 13910 20440 1.97% 0.289%

82W062320S.M Thu Jun 25 18:06:45 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW062420\
Data File : VW015676.D

Aca On 24 Jun 2020 12:16

Operator : SY/VA

Sample : L3020-16

Misc : 6.93G/5ML/MSVOA W/SOIL

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA W\METHOD\82W062320S.M

Title - SW846 8260

35 13.761 1940 1945 1948 rVV 56540 99510 9.59% 1.405%
36 13.792 1948 1950 1960 rVB3 37249 62010 5.98% 0.876%
37 13.883 1960 1965 1970 rBV6 5619 10881 1.05% 0.154%
38 13.950 1971 1976 1981 rVB 10459 16052 1.55% 0.227%
39 14.011 1981 1986 1989 rBV2 15396 27023 2.61% 0.382%
40 14.096 1994 2000 2005 rvv2 44823 77390 7.46% 1.093%
41 14.163 2005 2011 2014 rvVv 8735 14135 1.36% 0.200%
42 14.212 2014 2019 2025 rVB 34578 56444 5.44% 0.797%
43 14.340 2033 2040 2045 rBvV2 12792 22138 2.13% 0.313%
44 14.420 2045 2053 2056 rvv 24050 40453 3.90% 0.571%
45 14.462 2056 2060 2063 rvVv 24048 37025 3.57% 0.523%
46 14.505 2063 2067 2070 rvVv 12480 21332 2.06% 0.301%
47 14.535 2070 2072 2079 rVB2 8726 14449 1.39% 0.204%
48 14.688 2092 2097 2102 rvVv 28475 49550 4.78% 0.700%
49 14.730 2102 2104 2109 rvB2 9299 11777 1.14% 0.166%
50 14.810 2109 2117 2122 rBV2 50973 104023 10.03% 1.469%
51 14.865 2122 2126 2132 rVB3 6876 13321 1.28% 0.188%
52 14.962 2137 2142 2148 rBV5 6441 11406 1.10% 0.161%
53 15.066 2148 2159 2164 rBvV4 18952 49938 4.81% 0.705%
54 15.102 2164 2165 2170 rVvV 9335 12319 1.19% 0.174%
55 15.182 2171 2178 2189 rVB6 16121 47131 4 .54% 0.665%
56 15.371 2203 2209 2214 rVB 32778 56438 5.44% 0.797%
57 15.493 2220 2229 2235 rBV 10911 31804 3.07% 0.449%
58 15.657 2249 2256 2263 rBV2 6859 13110 1.26% 0.185%
59 16.444 2378 2385 2393 rVB2 9361 19890 1.92% 0.281%

Sum of corrected areas: 7082297
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW062420\
Data File : VW015676.D

Aca On 24 Jun 2020 12:16

Operator : SY/VA

Sample : L3020-16

Misc : 6.93G/5ML/MSVOA W/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W062320S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:
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Time-->
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW062420\
Data File : VW015676.D

Aca On 24 Jun 2020 12:16

Operator : SY/VA

Sample : L3020-16

Misc : 6.93G/5ML/MSVOA W/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W062320S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 trans-Cinnamyl bromide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.76 5.63 ug/Il 99510 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 53
2 Indole 117 C8H7N 000120-72-9 47
3 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 45
4 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 45
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 40

Abundance Scan 1945 (13.761 min): VW015676.D (-1940) (-) m/z 117.00 100.00%

117

5000

.

13.40 13.60 13.80 14.00

0 e eeraathe | m/z 118.00  57.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58675: trans-Cinnamyl bromide
117
5000
13.40 13.60 13.80 14.00
91 m/z 114.95 36.73%
ol 1527 % 818 77 | 102 || 12 169 196
I o e o e o e e S RN e s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.40 13.60 13.80 14.00
5000 90 m/z 91.00 13.35%
63
40 51 74
O T T T e T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58679: Benzene, (2-bromocyclopropyl)-
117 13.40 13.60 13.80 14.00
m/z 116.00 11.37%
5000
91
39 51 63
15 27 7" 74| 102 || 10 169 184196
I B o B B e S I e R
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW062420\
Data File : VW015676.D

Aca On 24 Jun 2020 12:16

Operator : SY/VA

Sample : L3020-16

Misc : 6.93G/5ML/MSVOA W/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W062320S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.81 5.89 ug/Il 104023 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 94
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 90
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
5 Indan, l-methyl- 132 C10H12 000767-58-8 81
Abundance Scan 2117 (14.810 min): VW015676.D (-2109) (-) m/z 117.00 100.00%
117
5000
132
39 51 65 77 14.40 14.60 14.80 15.00 15.20
o 2% m/z 132.00  35.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
14.40 14.60 14.80 15.00 15.20
m/z 115.00 33.00%
27 30 51 65 77 91 . ‘ ‘
0 ...|.‘...‘l..“l‘.HH...“l..‘..|‘.‘..Hl.‘l‘.‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 14.40 14.60 14.80 15.00 15.20
5000 m/z 131.00 19.23%
91
s 27 39 51 65 77 105
G A S U S S L B WL WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117 14.40 14.60 14.80 15.00 15.20
m/z 91.00 15.61%
132
5000
91
o7 39 51 65 77 ‘ 103 ‘
o YW PN N P ) — RAAA ER VLA YAV AR
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW062420\
Data File : VW015676.D

Acq On 24 Jun 2020 12:16

Operator : SY/VA

Sample : L3020-16

Misc : 6.93G/5ML/MSVOA_W/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W062320S .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
trans-Cinnamyl br._... 13.76 5.6 ug/Il 99510 4 13.56 883673 50.0
1H-Indene, 2,3-di... 14.81 5.9 ug/Il 104023 4 13.56 883673 50.0
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