LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc : 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 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 D\METHOD\82D110320S.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 2.203 47 48 52 rvB2 1573 1567 1.41% 0.155%
2 2.627 118 120 128 rvVB2 1770 3599 3.25% 0.356%
3 2.703 131 133 137 rVB3 1513 1556 1.40% 0.154%
4 2.791 142 148 150 rvv4 1313 2245 2.02% 0.222%
5 4.968 513 518 524 rVB5 1647 3438 3.10% 0.340%
6 6.885 839 844 845 rVvV 910 1271 1.15% 0.126%
7 7.262 905 908 915 rVB2 616 1420 1.28% 0.140%
8 7.920 1011 1020 1025 rBV3 17010 43331 39.07% 4.283%
9 7.979 1025 1030 1044 rVvB4 34439 74136 66.85% 7.327%
10 8.291 1078 1083 1084 rBV 3177 4401 3.97% 0.435%
11 8.332 1084 1090 1099 rvB4 19179 44452 40.08% 4.393%
12 8.867 1172 1181 1189 rBV3 41394 82616 74.49% 8.165%
13 10.344 1426 1432 1440 rBvV 59612 106400 95.94% 10.516%
14 10.726 1490 1497 1499 rBvV3 1465 2513 2.27% 0.248%
15 10.891 1520 1525 1529 rBvV3 1495 2197 1.98% 0.217%
16 11.408 1609 1613 1616 rBvV2 797 1409 1.27% 0.139%
17 11.650 1647 1654 1661 rVB 65787 110906 100.00% 10.961%
18 11.755 1667 1672 1677 rVB3 859 1372 1.24% 0.136%
19 11.861 1685 1690 1694 rBvV3 1680 3261 2.94% 0.322%
20 11.979 1709 1710 1717 rVB2 1047 1663 1.50% 0.164%
21 12.191 1745 1746 1751 rVB2 1296 1733 1.56% 0.171%
22 12.497 1791 1798 1803 rVV6 7473 14433 13.01% 1.426%
23 12.638 1813 1822 1828 rVV3 47480 83594 75.37% 8.262%
24 12.826 1848 1854 1857 rBV3 1078 1911 1.72% 0.189%
25 12.908 1864 1868 1872 rBV2 5068 5894 5.31% 0.583%
26 12.955 1874 1876 1880 rVvv4 5523 6602 5.95% 0.653%
27 13.008 1880 1885 1888 rVvv2 1263 2311 2.08% 0.228%
28 13.044 1888 1891 1893 rVB2 1798 1416 1.28% 0.140%
29 13.150 1906 1909 1910 rVvVv 2445 2682 2.42% 0.265%
30 13.185 1913 1915 1919 rVvVv3 2486 2923 2.64% 0.289%
31 13.232 1919 1923 1925 rVV3 1734 2376 2.14% 0.235%
32 13.332 1935 1940 1942 rBV2 4072 5611 5.06% 0.555%
33 13.402 1948 1952 1955 rBV5 2049 3295 2.97% 0.326%
34 13.444 1957 1959 1962 rVvVv2 3329 3807 3.43% 0.376%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc : 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 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_D\METHOD\82D110320S.M

Title : SW846 8260

35 13.467 1962 1963 1966 rVV3 3467 3563 3.21% 0.352%
36 13.491 1966 1967 1968 rVV 3939 2051 1.85% 0.203%
37 13.508 1968 1970 1972 rVVv2 4698 4959 4_.47% 0.490%
38 13.526 1972 1973 1975 rVVv2 3357 3035 2.74% 0.300%
39 13.579 1976 1982 1987 rVV3 57304 91997 82.95% 9.092%
40 13.638 1991 1992 1998 rVB4 4550 6505 5.87% 0.643%
41 13.779 2011 2016 2017 rBVZ2 2125 2614 2.36% 0.258%
42 13.820 2017 2023 2025 rBV5 3457 5019 4_.53% 0.496%
43 13.867 2027 2031 2032 rVV3 5135 6979 6.29% 0.690%
44 13.897 2032 2036 2041 rVv4 15870 22715 20.48% 2.245%
45 13.944 2041 2044 2047 rVV3 3137 4008 3.61% 0.396%
46 13.997 2051 2053 2054 rVv2 2470 2339 2.11% 0.231%
47 14.049 2057 2062 2068 rBV6 2858 5810 5.24% 0.574%
48 14.114 2068 2073 2079 rBVS8 5594 10333 9.32% 1.021%
49 14.232 2088 2093 2098 rBV7 4246 9638 8.69% 0.953%
50 14.285 2098 2102 2105 rVV6 3902 6849 6.18% 0.677%
51 14.320 2105 2108 2110 rVvv4 2351 2703 2.44% 0.267%
52 14.344 2110 2112 2114 rVV2 3197 3033 2.73% 0.300%
53 14.391 2114 2120 2121 rVV3 5210 10164 9.16% 1.005%
54 14.420 2121 2125 2128 rVV4 6913 12852 11.59% 1.270%
55 14.455 2128 2131 2135 rVB5 4693 6554 5.91% 0.648%
56 14.532 2140 2144 2146 rVB5 4313 5579 5.03% 0.551%
57 14.567 2148 2150 2156 rVB4 4009 4918 4.43% 0.486%
58 14.614 2156 2158 2159 rBV2 2964 1698 1.53% 0.168%
59 14.632 2159 2161 2164 rVB2 4732 5314 4._.79% 0.525%
60 14.655 2164 2165 2166 rBV 2646 1560 1.41% 0.154%
61 14.673 2166 2168 2169 rBV2 2146 1533 1.38% 0.152%
62 14.726 2172 2177 2179 rBV3 11288 15266 13.76% 1.509%
63 14.749 2179 2181 2187 rVB5 12515 15639 14.10% 1.546%
64 14.826 2187 2194 2198 rBV7 8221 16441 14.82% 1.625%
65 14.867 2199 2201 2202 rBV2 3515 2448 2.21% 0.242%
66 14.973 2218 2219 2220 rBV 3511 2066 1.86% 0.204%
67 15.038 2227 2230 2233 rBvV4 3948 5180 4.67% 0.512%
68 15.161 2249 2251 2253 rBV3 3188 3572 3.22% 0.353%
69 15.202 2256 2258 2260 rVV3 4228 3902 3.52% 0.386%
70 15.249 2263 2266 2267 rVV3 2960 2959 2.67% 0.292%
71 15.285 2271 2272 2274 rVV2 3409 2699 2.43% 0.267%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc : 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 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_D\METHOD\82D110320S.M
Title : SW846 8260
72 15.302 2274 2275 2277 rVV2 3217 1462 1.32% 0.144%
73 15.320 2277 2278 2281 rVB3 3231 1520 1.37% 0.150%
74 15.355 2281 2284 2285 rBV3 3725 3185 2.87% 0.315%
75 15.373 2285 2287 2290 rVB4 2188 1519 1.37% 0.150%
76 15.461 2298 2302 2303 rBv4 2737 2758 2.49% 0.273%
77 15.514 2308 2311 2313 rVB3 2445 2789 2.51% 0.276%
78 15.532 2313 2314 2316 rBV2 1786 1636 1.48% 0.162%
79 15.602 2323 2326 2330 rVB5 4165 4909 4.43% 0.485%
80 15.679 2338 2339 2341 rBV2 2095 1383 1.25% 0.137%
81 15.708 2342 2344 2346 rVV3 3065 2905 2.62% 0.287%
82 15.726 2346 2347 2350 rVV3 3279 2026 1.83% 0.200%
83 15.755 2350 2352 2354 rVV2 2112 2188 1.97% 0.216%
84 15.779 2354 2356 2363 rVB6 3014 3949 3.56% 0.390%
85 15.896 2372 2376 2377 rBV4 1632 2120 1.91% 0.210%
86 15.926 2377 2381 2382 rVV3 2629 2956 2.67% 0.292%
87 15.943 2382 2384 2386 rVB2 2870 1934 1.74% 0.191%
88 15.991 2390 2392 2395 rVB3 1503 1263 1.14% 0.125%
89 16.132 2414 2416 2418 rVB2 1963 1730 1.56% 0.171%
90 16.149 2418 2419 2425 rVB4 1382 1994 1.80% 0.197%
91 16.220 2429 2431 2433 rVV3 3021 2657 2.40% 0.263%
92 16.238 2433 2434 2437 rVB3 2265 2009 1.81% 0.199%
93 16.314 2445 2447 2449 rVB3 2551 1866 1.68% 0.184%
94 16.420 2462 2465 2468 rVB4 2189 2016 1.82% 0.199%
95 16.479 2471 2475 2476 rBV2 2398 2642 2.38% 0.261%
96 16.508 2479 2480 2482 rBV2 1528 1510 1.36% 0.149%
97 16.579 2489 2492 2497 rVB3 2136 3495 3.15% 0.345%
98 16.620 2497 2499 2501 rBV2 2273 1823 1.64% 0.180%
99 16.691 2509 2511 2513 rVV2 2012 1267 1.14% 0.125%
100 16.773 2521 2525 2527 rVB3 1492 1454 1.31% 0.144%

Sum of corrected areas: 1011800
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
VD067703.D

19 Nov 2020 12:54

VA/SY

L4778-06

4.07G/5.00m1/MSVOA D/SOIL

7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .M
SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

60000

50000

40000

30000

20000

10000

04
Time-->

TIC: VD067703.D

2.20 2.63m79 4.97

6.

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance

60000

50000

40000

30000

20000

10000

TIC: VD067703.D

8.87

7.98

10.34

10.730.89

11165

1.7€

04
Time-->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD067703.D
60000 13.58
50000 12.64
40000
30000
20000 13.90 147
‘ A} ﬂé { H i ?Zﬂ,ém 2
10000 12.50 i AESETL A
12296 8B 641 BAA 14 {V‘n 1 ! h,' GA3H Aacnat £-69
1;0"3’ ‘ “'lﬁ" .“.W“‘ ‘m‘ A i :hlhoé.
dﬁﬁm%P A n8qm ntjnm.l ‘J“‘ Lhﬂ ' ] M‘Ah‘ld
Time--> 12.00 12.50 1300 1350 1400 14'50 15.00 1550 16.00 1650
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 _.beta.-Ocimene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.50 6.51 ug/Il 14433 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-0Ocimene 136 C10H16 013877-91-3 86
2 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 80
3 4-Carene. (1S.3R.6RY-(-)- 136 C10H16 005208-49-1 80
4 3-Carene 136 C10H16 013466-78-9 80
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000488-97-1 80
Abundance Scan 1799 (12.502 min): VD067703.D (-1791) (-) m/z 93.10 100.00%
93
40
5000 - 77 207
105 121 e ey
|| | | || | | 12.20 12.40 12.60 12.80
—rrtrrt—t—r-t— m/z 40.20 63.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15698: .beta.-Ocimene
93
5000 79
41 12.20 12.40 12.60 12.80
53 m/z 91.10 42 .94%
| T T |
0 ||1|5||U||i‘:|“l‘||‘|“‘ﬁ‘||‘|‘|||‘||‘|“|||‘|‘|||l||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93
12.20 12.40 12.60 12.80
5000 m/z 77.20 41.44%
41 79
121
27 136
15 53 67 105
e S S S UL B B B L LN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15741: 4-Carene, (1S,3R,6R)-(-)- L L B L BRI B |
93 12.20 12.40 12.60 12.80
m/z 207.15 36.74%
5000 43
79
121
27 136
65 105
0 ..:L.Sl.‘.‘..‘i‘. .?.Sl....|....|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 unknownl13.90 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.90 12.35 ug/Il 22715 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 46
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 43
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 43
4 Heptacosane 380 C27H56 000593-49-7 43
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 43
Abundance Scan 2037 (13.902 min): VD067703.D (-2032) (-) m/z 56.90 100.00%
57
43 &
5000
156
112125138 13.60 13.80 14.00 14.20
0 m/z 71.00 66.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28423: Undecane
43 57
5000 71
85 13.60 13.80 14.00 14.20
29 m/z 43.00 58.48%
oﬁdﬁk&\%mmm%
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 250 2é0
Abundance
57
71 13.60 13.80 14.00 14.20
5000 43 8 m/z 55.20 48.04%
99 113 141
0 155 170
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 250 zéo
Abundance #149373: Sulfurous acid, 2-propyl tridecy! ester
43 13.60 13.80 14.00 14.20
57 m/z 41.05 38.59%
5000 & 85
o 29 ‘\ ‘ ‘ v 1}3127141154 1§2 217
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 250 2é0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 3 unknownl4.11 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.11 5.62 ug/Il 10333 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Thept-3-ene. 2-form... 178 C12H180 135004-95-4 28
2 Cinnamvl carbanilate 253 C16H15N02 025076-44-2 28
3 (2E.42)-3-Methoxv-2.4-hexadiened... 134 C7H6N20 001789-46-4 9
4 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 9
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 9
Abundance Scan 2072 (14.108 min): VD067703.D (-2068) (-) m/z 119.10 100.00%
69 119
5000
134 208
‘ H ‘ ‘ 13.80 14.00 14.20 14.40
o.n.P.”,”.w. ..”...” o S o m/z 68.80 98.84%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #44085: Bicyclo[3.1.1]hept-3-ene, 2-formylmethyl-4,6,6-tri...
1

5000
13.80 14.00 14.20 14.40

m/z 54.90 64 .92%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119
o1 13.80 14.00 14.20 14.40
5000 134 m/z 41.10 50.19%
gy 6478 105
0 38 209 253
L A e B aaE s  paaaT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15196: (2E,42)-3-Methoxy-2,4-hexadienedinitrile e EmARE EEEEE R
134 13.80 14.00 14.20 14.40
m/z 111.20 50.00%
77 104
5000 54
40 91
e 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 5 unknownl14.39 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .39 5.52 ug/Il 10164 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-Azepin-2-one. hexahvdro-5-met... 127 C7H13NO 002210-07-3 35

2 Pentane. 2-cvclopropvl- 112 C8H16 005458-16-2 35
3 Cvclopentane. 1.1.2-trimethvl- 112 C8H16 004259-00-1 35
4 Oxalic acid. cvclobutvl hexadecv... 368 C22H4004 1000309-70-6 28
5 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 25
Abundance Scan 2120 (14.391 min): VD067703.D (-2114) (-) m/z 57.00 100.00%
57 7 95
85
41
5000 127
109
14.00 14.20 14.40 14.60 14.80
ot e e e e e e e m/z 71.10 98.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11858: 2H-Azepin-2-one, hexahydro-5-methyl-
30
5000 55 69
41 99 14.00 14.20 14.40 14.60 14.80
18 110 127 m/z 56.00 86.32%
83 ‘ ‘
0 ...,..‘.‘.,..l‘.“....‘i.h‘..,‘a‘l.‘.,...‘al‘a...,‘l‘l‘..,....,....,....,...‘:,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41 56 g9
84 14.00 14.20 14.40 14.60 14.80
5000 m/z 95.20 85.64%
27
ol 15 77 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6787: Cyclopentane, 1,1,2-trimethyl-
56 69 14.00 14.20 14.40 14.60 14.80
41 m/z 55.05 73.50%
5000
27 84 97
112
0 1\5 M ‘\ ‘ L il 7”7 | ‘
R B o s B e AR RARAE L e R o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 6 unknownl4.42 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.42 6.99 ug/Il 12852 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0lheptan-2-one. 3.7.... 152 C10H160 000497-62-1 14
2 Hexadecane. 1.1-bis(dodecvloxv)- 595 C40H8202 056554-64-4 10
3 Decane. 2-cvclohexvl- 224 C16H32 013151-73-0 10
4 Azeleonitrile 150 C9H14N2 001675-69-0 10
5 Tricyclo[4.2.1.0(3,7)]nonane-2,6... 154 C9H1402 106435-10-3 10
Abundance Scan 2125 (14.420 min): VD067703.D (-2121) (-) m/z 85.20 100.00%
43 85 207
135
5000 113
‘ 1 ‘ 14.20 14.40 14.60 14.80
-ttt m/z 83.30 98.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #25250: Bicyclo[4.1.0]heptan-2-one, 3,7,7-trimethy!-
82
5000 110
41 14.20 14.40 14.60 14.80
152 m/z 70.30 96.66%
0II‘lII\HIh‘\l\\IIhl‘lwl\lwlI‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 14.20 14.40 14.60 14.80
5000 m/z 207.10 91.76%
97
o 119140 168 197222 257981 408 440
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #81258: Decane, 2-cyclohexyl-
83 14.20 14.40 14.60 14.80
m/z 82.00 88.86%
55
5000
111
o 1L | 140 195 224
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3c')o 3&1;0 4(')0 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 7 Chloroacetic acid, tridecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.73 8.30 ug/Il 15266 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid. tridecvl ester 276 C15H29CI102 018277-85-5 72
2 n-Pentadecanol 228 C15H320 000629-76-5 64
3 n-Tridecan-1-ol 200 C13H280 000112-70-9 64
4 Carbonic acid. tridecvl 2.2.2-tr... 374 C16H29CI1303 1000314-55-9 64
5 1-Undecanol 172 C11H240 000112-42-5 64
Abundance Scan 2178 (14.732 min): VD067703.D (-2172) (-) m/z 105.10 100.00%
5000
14.40 14.60 14.80 15.00
o} m/z 39.80 80.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #124251: Chloroacetic acid, tridecyl ester
69 83
55 97
5000 43 LR B UL IR IS
111 14.40 14.60 14.80 15.00
125 154 182 m/z 56.90 77.22%
fo) I .|.2.9..|. .‘.‘.‘ .‘ e .‘M..‘L ‘\ :!-TO.. .‘. S ‘....l.. ..|2.2‘.7..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 55 gg 83
97 14.40 14.60 14.80 15.00
5000 m/z 66.95 73.52%
29 111
125
oL15 140 154 165 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61341: n-Tridecan-1-ol
5 g9 83 14.40 14.60 14.80 15.00
a1 m/z 43.05 64 .20%
97
5000
111
29 ‘
o35 il il ‘\ Tl e
m/z--> 20 40 60 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00

82D110320S-M Fri Nov 20 10:29:08 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 8 unknownl4.75 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.75 8.50 ug/Il 15639 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. nonvl ester 200 C12H2402 053184-67-1 47
2 Hexane. 1-(hexvloxv)-3-methvl- 200 C13H280 074421-18-4 35
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 32
4 1-Dodecene 168 Cl12H24 000112-41-4 25
5 Nonane, 4-methyl- 142 C10H22 017301-94-9 22
Abundance Scan 2181 (14.749 min): VD067703.D (-2179) (-) m/z 57.00 100.00%
q7
43
5000
14.40 14.60 14.80 15.00
0 m/z 43.00 75.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61153: Propanoic acid, nony! ester
57
43 75
5000
14.40 14.60 14.80 15.00
126 m/z 41.10 44 .93%
o | d‘ H 112 M 143 157167 185 200
m/z--> 20 40 60 ' 160 120 150 160 180 260
Abundance
43 57
14.40 14.60 14.80 15.00
5000 0 g5 m/z 70.20  40.43%
29 98
115
S R L S L L UL B L WL B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50321: 1-Octanol, 2-butyl-
57 14.40 14.60 14.80 15.00
43 m/z 85.40 37.57%
5000 69
29 ‘ 97 111
Olllth JJQIN L Id“ “ | 1%?.}?9.%5§,}§§.,. S
m/z--> 20 40 60 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111920\
Data File : VD067703.D

Aca On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc > 4.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S .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 9 unknownl14.83 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.83 8.94 ug/l 16441 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-1-silabenzocvclobutene 134 C8H10Si 160841-06-5 25
2 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 22
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 22
4 3-Methvl-2.3-dihvdro-benzofuran 134 C9H100 013524-73-7 18
5 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 11
Abundance Scan 2195 (14.832 min): VD067703.D (-2187) (-) m/z 39.90 100.00%
P 119
91
5000 g4 281
105 148 168 207
‘ 14.60 14.80 15.00 15.20
Ot e m/z 119.00 90.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15243: 1-Methyl-1-silabenzocyclobutene
119
134
5000
14.60 14.80 15.00 15.20
43 S m/z 55.00 80.41%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
o1 LU AL SRR BRI U
134 14.60 14.80 15.00 15.20
5000 m/z 91.00 73.51%
41
77 | 105
27 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119 14.60 14.80 15.00 15.20
m/z 132.00 70.71%
5000 o1
134
39
0 .}ﬁ....u.”.,....P.:.T??ﬂ‘........ N UM S| NSRS SN | NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111920\
Data File : VD067703.D

Acq On : 19 Nov 2020 12:54

Operator : VA/SY

Sample : L4778-06

Misc : 4.07G/5.00mI/MSVOA_D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110320S_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]
-beta.-Ocimene 12.50 6.5 ug”/Il 14433 3 11.65 110906 50.0
unknown13.90 13.90 12.4 ug/I1 22715 4 13.58 91997 50.0
unknownl4 .11 14.11 5.6 ug/Il 10333 4 13.58 91997 50.0
unknown14 .39 14.39 5.5 ug/Il 10164 4 13.58 91997 50.0
unknownl14 .42 14.42 7.0 ug/l 12852 4 13.58 91997 50.0
Chloroacetic acid... 14.73 8.3 ug/Il 15266 4 13.58 91997 50.0
unknownl14 .75 14.75 8.5 ug/Il 15639 4 13.58 91997 50.0
unknownl14 .83 14.83 8.9 ug/Il 16441 4 13.58 91997 50.0
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