LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y022122S.M

Title : SW846 8260

Signal : TIC: VY@07580.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.716 958 967 973 rBV2 6263 14347 26.19%  2.799%
2 7.795 973 980 988 rVB2 12136 26432 48.26% 5.157%
3 8.142 1028 1037 1045 rBB4 5894 13069 23.86% 2.550%
4 8.551 1102 1104 1110 rBV 402 799 1.46% 0.156%
5 8.691 1120 1127 1136 rBV 17628 33925 61.94% 6.619%
6 8.752 1136 1137 1141 rVV2 609 560 1.02% 0.109%
7 8.819 1144 1148 1150 rVB4 952 908 1.66% 0.177%
8 8.886 1156 1159 1161 rBV3 708 875 1.60% 0.171%
9 8.923 1161 1165 1167 rVV4 1124 1169 2.13% 0.228%
10 8.972 1170 1173 1177 rVB4 450 668 1.22% 0.130%
11 9.008 1177 1179 1184 rVB5 1153 1487 2.71%  0.290%
12 9.069 1184 1189 1192 rBV5 954 1960 3.58% 0.382%
13 9.136 1197 1200 1203 rBv4 697 1003 1.83% 0.196%
14  9.167 1203 1205 1207 rBV2 1135 1280 2.34% 0.250%
15 9.264 1219 1221 1223 rBV3 759 772 1.41% 0.151%
16 9.301 1223 1227 1228 rBvV3 884 1377 2.51% 0.269%
17 9.331 1230 1232 1233 rBV2 1130 963 1.76% 0.188%
18 9.380 1236 1240 1241 rBV4 1270 1435 2.62% 0.280%
19 9.404 1241 1244 1245 rBV2 1613 1864 3.40% 0.364%
20 9.545 1265 1267 1269 rBvV3 1808 1467 2.68% 0.286%
21 10.069 1351 1353 1354 rBV2 1196 828 1.51% 0.162%
22 10.179 1364 1371 1379 rBV 27245 54770 100.00% 10.685%
23 10.301 1390 1391 1395 rBV3 1835 2254 4.12% 0.440%
24 10.508 1423 1425 1426 rBV2 1674 1155 2.11% ©.225%
25 10.593 1437 1439 1441 rVB3 1641 1108 2.02% 0.216%
26 10.959 1497 1499 1500 rBvV2 1597 1093 2.00% 0.213%
27 11.489 1581 1586 1591 rVB 24838 42356 77.33% 8.263%
28 12.477 1745 1748 1754 rVB4 19396 28868 52.71% 5.632%
29 12.629 1770 1773 1780 rVB8 9075 21547 39.34% 4.204%
30 13.276 1877 1879 1881 rBV2 3410 2980 5.44% 0.581%
31 13.422 1899 1903 1911 rVB 27766 52361 95.60% 10.215%
32 13.751 1953 1957 1961 rBV6 11195 20904 38.17% 4.078%
33 13.891 1977 1980 1981 rBV3 3255 4243 7.75% 0.828%
34 14.074 2007 2010 2011 rBV3 5030 5623 10.27% 1.097%
35 14.373 2057 2059 2060 rBv2 1960 1439 2.63% 0.281%
36 14.422 2064 2067 2068 rBvV2 4263 4533  8.28% 0.884%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y022122S.M
Title : SW846 8260
37 14.532 2081 2085 2086 rBv4 4076 4849 8.85% 0.946%
38 14.611 2095 2098 2101 rBv4 5828 7726 14.11% 1.507%
39 14.836 2132 2135 2140 rBV7 3232 6039 11.03% 1.178%
40 14.934 2149 2151 2155 rVB5 4000 4814 8.79% 0.939%
41 14.977 2156 2158 2161 rVB4 2026 1571 2.87% ©0.306%
42 15.050 2163 2170 2171 rBV6 6902 11800 21.54% 2.302%
43 15.202 2193 2195 2196 rBvV2 1743 1588 2.90% 0.310%
44 15.288 2207 2209 2213 rVB4 4041 4818 8.80% 0.940%
45 15.349 2213 2219 2220 rBV5 2966 4570 8.34% 0.892%
46 15.434 2229 2233 2238 rVB6 8902 13604 24.84% 2.654%
47 15.519 2243 2247 2256 rVB1o 4099 10151 18.53% 1.980%
48 15.598 2256 2260 2261 rBv4 2869 3752 6.85% ©.732%
49 15.659 2268 2270 2272 rBV3 1114 1031 1.88% 0.201%
50 15.726 2277 2281 2292 rVB1o 7945 16147 29.48% 3.150%
51 15.812 2292 2295 2299 rBV6 1501 2495 4.56% 0.487%
52 15.885 2302 2307 2312 rBV8 3774 7074 12.92% 1.380%
53 16.031 2325 2331 2336 rBvV7 5438 10896 19.89% 2.126%
54 16.086 2336 2340 2343 rBV5 2104 2748 5.02% ©0.536%
55 16.147 2346 2350 2352 rBv4 1435 2058 3.76% 0.402%
56 16.202 2355 2359 2360 rBv4 2153 2885 5.27% ©.563%
57 16.226 2360 2363 2370 rVB5 6273 11277 20.59% 2.200%
58 16.281 2370 2372 2379 rVB7 2071 3862 7.05% ©.753%
59 16.354 2379 2384 2396 rVB8 4585 11232 20.51% 2.191%
60 16.470 2399 2403 2404 rBV4 1884 2134 3.90% 0.416%
61 16.537 2413 2414 2421 rVB7 2333 2857 5.22% ©.557%
62 16.592 2421 2423 2424 rVWV2 746 552 1.01% 0.108%
63 16.623 2424 2428 2433 rVV7 2520 4737 8.65% 0.924%
64 16.690 2436 2439 2442 rVB5 1027 1318 2.41% 0.257%
65 16.714 2442 2443 2445 rVB2 1360 836 1.53% 0.163%
66 16.738 2445 2447 2448 rBV2 979 733 1.34% 0.143%
Sum of corrected areas: 512576
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\

: VY007580.D

: 22 Feb 2022 14:08

: SY/MD

: N1600-07RE

: 5.71g/5.0mL/MSVOA_Y/SOIL
11

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VY007580.D\data.ms

Time-->
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TIC: VY007580.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 1 unknownl2.630 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.630  20.58 ug/l 21547 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 35
2 Dodecane 170 C12H26 000112-40-3 35
3 Tetradecane 198 C14H30 000629-59-4 35
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 35
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 35
Abundance Scan 1773 (12.629 min): VY007580.D\data.ms (-1770) (- m/z 57.10 100.00%
57.1
5000 85.1 159.2 mwj\w
—— —
12.50 13.00
obrrrrrre bl L] m/z 71.15  74.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59054: Undecane, 4,7-dimethyl-
43.0
5000 710 ks MR
12.50 13.00
m/z 43.05 54.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0
—— —
12.50 13.00
5000 m/z 41.00 44.20%
85.0
290 170.0
112.0
bl b | 410 1m0 TR0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane 7 —
57.0 12.50 13.00
m/z 85.10 42.21%
5000 85.0
29.0
0 \‘ | 4H30, 1410 1690 1980 ) Juliern ‘(AWWW\W

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 2 unknownl3.751 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.751 19.96 ug/l 20904 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Quinolinol 145 C9H7NO 000611-36-9 14
2 2,6-Difluoro-5-methylpyrimidin-4... 145 CS5H5F2N3 018260-66-7 11
3 2(1H)-Quinolinone 145 C9H7NO 000059-31-4 11
4 8-Hydroxyquinoline 145 C9H7NO 000148-24-3 11
5 3-(1H-Imidazol-2-yl)pyridine 145 C8H7N3 013570-00-8 11

Abundance Scan 1957 (13.751 min): VY007580.D\data.ms (-1953) (- m/z 57.20 100.00%

57.2
145.1
5000 85.1 123.1
191.2
1350 1400
o! I m/z 43.05 64.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24860: 4-Quinolino
145.0
117.0
5000 — ——
13.50 14.00
90.0 m/z 41.05 63.36%
L4 )
O\\\‘\\\\‘\\\\“H\\\‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #24623: 2,6-Difluoro-5-methylpyrimidin-4-ylamine
145.0
—— —
13.50 14.00
79.0
117.0
0 0 k]
Y S S N Y N T N ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24865: 2(1H)-Quinolinone
145.0 1350 1400
m/z 85.10 48.74%
117.0
5000
90.0
B 0 ] | Ll WW%
om_‘H“_Mmm‘Hu‘_‘H“‘w_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 3 unknownl4.611 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.611 7.38 ug/1 7726  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 43
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 35
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 35

4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S

Abundance Scan 2098 (14.611 min): VY007580.D\data.ms (-2095) (-

000638-36-8 27
1000309-12-6 27

43.10 100.00%

43.1
71.2 119.2
5000
148.1
187.1 14 50 15 00
0! 57.00 94.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000
85.0 1450 15.00
m/z 41.10 73.78%
29 0
L L 11204419 1700
O H\‘H\\‘H\\‘HH“HH‘H\\‘\‘\H‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
—— —
14.50 15.00
5000 85.0 m/z 119.280  70.54%
113.0 155.0
SRS T PR s 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45492: Undecane, 2-methyl-
43.0 1450 1500
m/z 71.20 64.92%
5000 71.0
||| 190 270 s o
0“wu‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘HW‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14 50 15. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 4 unknownl5.050 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.050  11.27 ug/1 11800 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,2-cyclopenten-1-yl- 144 C11H12 037689-22-8 38
2 1H-Indene, 1-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 30
3 Naphthalene, 1,2-dihydro-6-methyl- 144 C11H12 002717-47-7 27
4 2-Phenyl-4-penten-2-o0l 162 C11H140 061077-65-4 27
5 Benzene, 1,2-bis(1-buten-3-yl)- 186 C14H18 1000162-73-9 27

Abundance Scan 2170 (15.050 min): VY007580[Ndmarns(2163)( m/z 129.05 100.00%

5000 M\
—— 4
15.00
0. m/z 71.05 79.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23559: Benzene,2-cyclopenten-1-yl-
144.0
5000 T T Mn\r\f\ T T \AA T ‘{f\
115.0 15.00
39.0 960 910 m/z 57.85 68.97%
0\\\\‘\\\\“‘\\H\“\“\‘\w“‘\\\\“\\\\‘\‘\\“w‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23568: 1H-Indene, 1-ethenyl-2,3-dihydro-
129.0
T ‘ T \A ‘
15.00
5000 ITI/Z 144.05 66.21%
390 63.0 910
m/z--> 20 40 60 80 100 120 140 160 180 200 W&W m
Abundance #23571: Naphthalene, 1,2-dihydro-6-methyl- \ ‘nﬂMMM ; W N
129.0 15.00
m/z 41.00 65.61%
5000
39.0 71.0
190 20 |
O‘HM_LH‘leWmW_JM‘H“‘ R RR ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 unknownl5.434 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.434  12.99 ug/1 13604 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonahexacontanoic acid 999 (C69H13802 040710-32-5 47
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 47
3 Tridecane 184 C13H28 000629-50-5 46
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 43
Abundance Scan 2233 (15.434 min): VY007580.D\data.ms (-2229) (- 43.05 100.00%
43.0
- W
207.1 1550
oTAH Wl e e e M/z 57.100 74.98%
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance #350573: Nonahexacontanoic acid
| WWM
5000 j PMMWWM
1550
m/z 71.05 52.06%
0 MRZO 350.0 998.(
‘\\\F"V_T\F‘\T\W‘F\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\Y}\
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance #168307: 2-Bromotetradecane /waﬂﬂ
57.0
I RN ‘ﬂmummmﬁﬁ
15.50
5000 m/z 41.00 50.20%
Ui oo
oL e e e e e e
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance #59027: Tridecane T
51.0 15.50
m/z 55.05 38.06%
T = S . —r—
m/z--> 0 100 200 300 400 500 600 700 800 900 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 6 4-Methyl-2H-benzopyrane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.519 9.69 ug/l 10151 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-2H-benzopyrane 146 C10H1e0 021776-94-3 53
2 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C1@H1@0 038865-47-3 47
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 47
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 47
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 43
Abundance Scan 2247 (15.519 min): VY007580.D\data.ms (-2243) (- m/z 131.20 100.00%
131.2
5000
39.0
812 1030 — Ly
o) 1892 o5
0 bl A LI L T myz 145.05  33.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24919: 4-Methyl-2H-benzopyrane
131.0 M
5000 ‘ A ﬂ 1
77.0 15.50
51.0 1051 m/z 39.05 29.02%
O\\\\‘\\\\‘\\‘1“\“‘“\\H\“H\\‘h‘\‘H‘\\‘\““\‘\!\‘H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: 2-(2-Hydroxyphenyl)buta-1,3-diene
131.0 ﬁ
e ‘
15.50
m/z 114.90 25.89%
5000 910 /
51.0
0 ! |
m/z--> 20 40 60 80 100 120 140 160 180 200 /
Abundance #25010: Benzene, (3-methyl-2-butenyl)- — ‘
131.0 15.50
m/z 81.20 24.85%
91.0
5000
39.0
15.0 65.0
0 il e .
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@22222\
Data File : VY@07580.D

Acqg On : 22 Feb 2022 14:08

Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.M
: 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 7 Benzene, (1-methylenebutyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.727 15.42 ug/1 16147 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 64
2 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 58
3 1-Methyl-1-phenylcyclobutane 146 C11H14 007306-05-0 38
4 (Z) Phenylpropyl cinnamate 266 C18H1802 1000414-29-1 32
5 3-Phenylpropyl cinnamate, (E)- 266 C18H1802 290311-72-7 32

Abundance Scan 2281 (15.726 min): VY007580.D\data.ms (-2277) (-

118.1

m/z 118.10 100.00%

5000 e 146.0
51.2 WY\
170.2 e
i
obrreeretb A I L D 1L nyz o116 40.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24993: Benzene, (1-methylenebutyl)-
118.0
5000 e A
91.0 15.50 16.00
270 51.0 ‘ ‘ 146.0 m/z 131.20 48.91%
0 \Lvlal ‘\‘UW\‘\“‘H\‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #25002: Benzene, (1-ethyl-2-propenyl)-
118.0 /\J
M W L ALy L
15.50 16.00
5000 91.0 ITI/Z 117.00 46.20%
51.0 146.0
27.0
0 H“‘H‘m‘i‘u “‘H‘H “H‘M‘H‘H R 1 MR
miz--> 20 40 60 80 100 120 140 160 /'W W\J\
Abundance #24994: 1-Methyl-1-phenylcyclobutane L : ‘M‘ L1
118.0 15.50 16.00
m/z 105.05 42.34%
5000
510 780 ‘ 146.0 VM\M
| A S ' N S
m/z--> 20 40 60 80 100 120 140 160 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.031 10.40 ug/l 10896 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 49
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 43
5 Benzenemethanol, .alpha.-methyl-... 164 C11H160 004383-18-0 43

Abundance Scan 2331 (16.031 min): VY007580.D\data.ms (-2325) (- m/z 131.05 100.00%
13

1.1
5000 MM
95.1
39.1 271 5 ! 4“¢‘MMI

160.3 T
g \‘HHMH I ‘ I N

0 By “ H_m_‘” m/z 118.10  98.01%
m/z--> 20 100 120 140 160
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

131.0
AL AA
5000 105.0 16.00 |

39.0

770 ‘ m/z 146.20 71.64%
O UL ‘ \‘\ T \““\ \M\ \H}‘h‘ T \‘} \‘
miz--> 20 40 60 80 100 120 140 160
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 \ AA
-
16.00
5000 ITI/Z 128.05 55.06%
105.0
39.0 77.0 ‘ |
0“‘“““MLMM‘HUNMM“H“WM‘ ‘J“““
miz--> 20 60 80 100 120 140 160
Abundance #25010.Benzene,(34nethyh2—butenyD— ch N h ﬂ ‘
131.0 16.00
m/z 116.00 37.48%
91.0
5000
39.0
‘ 65.0 h ﬂ
oww_‘\“m“” w‘\w““‘1““14‘1‘31‘?‘ S BT | -]
Mz 80 100 120 140 160 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 9 unknownl6.226 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.226 10.77 ug/l 11277 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 47
2 2,5-Dimethylbenzyl cyanide 145 C10H11N 016213-85-7 43
3 2,4-Dimethylphenylacetonitrile 145 C1OH11N 068429-53-8 35
4 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 25
5 Bicyclo[4.2.0]octa-1,4-diene, 7-... 196 C15H16 1000221-38-6 17
Abundance Scan 2363 (16.226 min): VY007580.D\data.ms (-2360) (-  m/z 118.00 100.00%
118.0
145.0
5000 55.3 M
89.1 1703 e NYAR .
B L zome 250 26
0t oo b b L I L 2970 /7 135,05 68.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0 m%
5000 T m \
16.00 16.50
91.0 m/z 145.00  51.72%
28.0 510
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24564: 2,5-Dimethylbenzyl cyanide
118.0 \q«\ M
B M
16.00 16.50
5000 145.0 m/z 105.15 50.63%
39.0 77.0
ol el e
m/z--> 20 40 60 80 100 120 140 160 180 200 M% A A
Abundance #24568: 2,4-Dimethylphenylacetonitrile - ‘A‘ L
118.0 16.00 16.50
m/z 131.15 48.46%
145.0
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 10 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.354 10.73 ug/l 11232 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 59
2 Decane 142 C1eH22 000124-18-5 59
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 53
4 Tetradecane 198 C14H30 000629-59-4 53
5 Octane 114 C8H18 000111-65-9 50
Abundance Scan 2384 (16.354 min): VY007580.D\data.ms (-2379) (- m/z 57.20 100.00%
571.2
5000
“ h 983 182.0 16.0016.2016.4016.60
oAy m/z 43.05 62.49%
miz--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0
My, o
16.0016.2016.4016.60
‘ 99.0 m/z 85.10 46.87%
O \2\61\0‘\ ‘ “\ U‘ \“‘\ H‘ 9-410‘\ \18\3\0‘ T T T \25"4\'0\ T T
miz--> 50 100 150 200 250
Abundance #22068: Decane
43.0 M m
T
16.0016.2016.4016.60
5000 m/z 71.00 44 .31%
85.0
b Ll o
miz--> 50 100 150 200 250 f’\/\m il M M
Abundance #194595: Eicosane, 10-methyl- ““‘W“““H‘A““
57.0 16.0016.2016.4016.60
m/z 41.10 42.51%
5000
‘ 99.0 0
ol bl a7 1070 2390 210 ]
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007580.D

Acqg On : 22 Feb 2022 14:08
Operator : SY/MD

Sample : N1600-07RE

Misc : 5.71g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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|
unknownl2.630 12.630 20.6 ug/l 21547 4 13.422 52361 50.0
unknown13.751 13.751 20.0 ug/l 20904 4 13.422 52361 50.0
unknownl4.611 14.611 7.4 ug/l 7726 4 13.422 52361 50.0
unknown15.050 15.050 11.3 ug/l 11800 4 13.422 52361 50.0
unknown15.434 15.434 13.0 ug/l 13604 4 13.422 52361 50.0
4-Methyl-2H-ben... 15.519 9.7 ug/l 10151 4 13.422 52361 50.0
Benzene, (1-met... 15.727 15.4 ug/1 16147 4 13.422 52361 50.0
Naphthalene, 1,... 16.031 10.4 ug/l 10896 4 13.422 52361 50.0
unknownl16.226 16.226 10.8 ug/l 11277 4 13.422 52361 50.0
Octadecane 16.354 10.7 ug/l 11232 4 13.422 52361 50.0
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