LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS Vvial : 21  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\82Y051021S.M

Title : SW846 8260

Signal : TIC: VY@04835.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.869 4 8 22 rvB 66581 133837 11.74%  1.194%
2 2.077 38 42 46 rVB 17114 22165 1.94% 0.198%
3 2.247 63 70 78 rVB 32701 61041 5.35% 0©.545%
4 2.564 113 122 126 rBV9 5792 18690 1.64% 0.167%
5 2.906 172 178 186 rVB3 19747 41052 3.60% ©0.366%
6 3.253 229 235 245 rVB3 10515 26352 2.31% 0.235%
7 3.954 339 350 362 rBvV2 10650 33855 2.97% 0.302%
8 4.723 462 476 493 rBV5 15263 73507 6.45% 0.656%
9 5.247 550 562 573 rBv4 6113 21926 1.92% 0.196%
106 5.759 635 646 655 rBV5 3928 13318 1.17% 0.119%
11 6.698 789 800 808 rV4 5145 16979 1.49% 0.152%
12 6.801 808 817 827 rVB3 4537 14454 1.27% 0.129%
13 6.990 839 848 858 rVB5 4248 13280 1.16% ©0.119%
14 7.722 958 968 974 rBV 133942 326536 28.64% 2.914%
15 7.795 974 980 988 rVV 248224 560138 49.12%  4.999%
16 7.874 988 993 1003 rVB3 15112 36579 3.21% 0.326%
17 8.002 1007 1014 1019 rBV5S 7088 17166 1.51% 0.153%
18 8.149 1029 1038 1049 rVB 158804 348595 30.57% 3.111%
19 8.277 1049 1059 1065 rBV7 5657 14384 1.26% 0.128%
20 8.417 1077 1082 1090 rVB2 8530 18394 1.61% 0.164%
21 8.545 1096 1103 1112 rBV4 8107 17302 1.52% 0.154%
22 8.691 1118 1127 1138 rBV 379749 757601 66.44% 6.761%
23 9.185 1194 1208 1214 rBvV3 52343 136061 11.93% 1.214%
24 9.246 1214 1218 1225 rVB2 12056 22848 2.00% 0.204%
25  9.435 1243 1249 1251 rBV 9489 17398 1.53% 0.155%
26 9.459 1251 1253 1261 rVB 12135 18821 1.65% 0.168%
27 9.612 1271 1278 1285 rBV3 8878 17897 1.57% 0.160%
28 9.758 1289 1302 1306 rBV3 10148 22774  2.00%  0.203%
29 9.813 1306 1311 1315 rVWV4 9567 20987 1.84% 0.187%
30 9.941 1325 1332 1338 rBv4 17906 46748 4.10% 0.417%
31 9.990 1338 1340 1348 rvB2 8927 13696 1.20% 0.122%
32 10.179 1364 1371 1385 rBV 645959 1140277 100.00% 10.176%
33 10.343 1392 1398 1410 rVB4 22957 65341 5.73% 0.583%
34 10.484 1410 1421 1422 rBV4 8009 16793 1.47% 0.150%
35 10.520 1422 1427 1433 rVW2 46216 83523  7.32% 0.745%
36 10.618 1433 1443 1448 rVV5 22788 55432 4.86%  0.495%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS Vvial : 21  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\82Y051021S.M
Title : SW846 8260
37 10.667 1448 1451 1455 rVvv2 11220 18469 1.62% 0.165%
38 10.709 1455 1458 1463 rVB2 14187 22536 1.98% 0.201%
39 10.801 1468 1473 1481 rVB 31989 57027 5.00% 0.509%
40 10.904 1484 1490 1497 rBV 34830 70146 6.15% 0.626%
41 10.971 1497 1501 1504 rVV2 15432 23910 2.10% 0.213%
42 11.002 1504 1506 1509 rVv2 14398 21622 1.90% 0.193%
43 11.038 1509 1512 1515 rVV2 13543 18081 1.59% 0.161%
44 11.093 1515 1521 1526 rVV 47898 82953  7.27% 0.740%
45 11.142 1526 1529 1534 rVv4 18872 27995 2.46%  0.250%
46 11.203 1534 1539 1543 rVW4 16981 30055 2.64% 0.268%
47 11.246 1543 1546 1548 rVV2 13041 19016 1.67% 0.170%
48 11.295 1548 1554 1562 rVB3 44906 102536 8.99% 0.915%
49 11.380 1562 1568 1572 rBv2 17180 31784 2.79% 0.284%
50 11.490 1579 1586 1595 rBV 586560 948269 83.16% 8.463%
51 11.624 1604 1608 1613 rVB 19721 29009 2.54% 0.259%
52 11.685 1613 1618 1620 rBv2 23624 43103 3.78% 0.385%
53 11.715 1620 1623 1624 rVV3 22516 29759 2.61% 0.266%
54 11.740 1624 1627 1638 rVB7 41116 118057 10.35% 1.054%
55 11.837 1638 1643 1646 rBV5 13797 24899 2.18% 0.222%
56 11.898 1646 1653 1656 rBv4 14511 30829 2.70% 0.275%
57 11.935 1656 1659 1663 rVB3 16877 23550 2.07% 0.210%
58 12.002 1663 1670 1676 rBV3 80438 195216 17.12% 1.742%
59 12.057 1676 1679 1682 rVVv2 22127 26582 2.33% 0.237%
60 12.124 1686 1690 1694 rVB 62720 87021 7.63% 0.777%
61 12.203 1694 1703 1705 rBv4 73342 159458 13.98% 1.423%
62 12.233 1705 1708 1713 rVB3 73843 117312 10.29% 1.047%
63 12.300 1713 1719 1725 rBV9 29571 80726 7.08% 0.720%
64 12.416 1736 1738 1744 rVB4 25089 42254 3.71% 0.377%
65 12.483 1744 1749 1758 rBV3 602258 1017447 89.23% 9.080%
66 12.575 1758 1764 1768 rVV7 26151 60244 5.28% 0.538%
67 12.642 1771 1775 1783 rVB4 111864 211394 18.54% 1.887%
68 12.733 1783 1790 1796 rBV5 48119 159147 13.96% 1.420%
69 12.806 1796 1802 1816 rVV7 93979 263968 23.15% 2.356%
70 12.947 1821 1825 1829 rVB4 49957 72692 6.37% 0.649%
71 13.002 1829 1834 1836 rBV5 36222 60665 5.32% 0.541%
72 13.038 1836 1840 1849 rVB2 108786 180667 15.84% 1.612%
73 13.166 1858 1861 1865 rBV2 39948 56262 4.93% 0.502%
74 13.294 1878 1882 1883 rBv4 25172 34007 2.98% 0.303%
75 13.361 1889 1893 1896 rBv4 42443 67578 5.93% 0.603%

76 13.428 1896 1904 1911 rVV 455829 779972 68.40% 6.961%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS Vvial : 21  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\82Y051021S.M
Title : SW846 8260
77 13.501 1912 1916 1921 rVV4 31142 44150 3.87% 0.394%
78 13.568 1923 1927 1930 rVB6 32096 50288 4.41% 0.449%
79 13.611 1930 1934 1937 rBV5 14489 24992 2.19% 0.223%
80 13.697 1942 1948 1949 rBVe6 15295 27519 2.41% 0.246%
81 13.745 1951 1956 1961 rBV4 105078 183674 16.11% 1.639%
82 13.965 1989 1992 1996 rVB3 45650 63575 5.58% 0.567%
83 14.014 1998 2000 2006 rVB3 41005 57283 5.02% ©0.511%
84 14.074 2006 2010 2014 rBV2 41810 63838 5.60% ©.570%
85 14.142 2014 2021 2026 rVB6 40370 95788 8.40%  ©.855%
86 14.203 2027 2031 2034 rBV4 27921 56509 4.96% 0.504%
87 14.276 2035 2043 2048 rVB5 56706 151267 13.27% 1.350%
88 14.392 2056 2062 2063 rBV3 70348 111928 9.82% ©.999%
89 14.459 2070 2073 2080 rVB3 64759 115261 10.11% 1.029%
99 14.617 2096 2099 2102 rVB4 17738 21951 1.93% 0.196%
91 14.678 2103 2109 2114 rVV7 29803 74752 6.56% 0.667%
92 14.727 2114 2117 2124 rVB3 75094 118179 10.36% 1.055%
93 14.800 2124 2129 2133 rBV7 14074 29835 2.62% 0.266%
94 14.940 2149 2152 2157 rVB4 28949 42368 3.72% ©.378%
95 15.001 2159 2162 2164 rBV3 14819 19133 1.68% 0.171%
96 15.215 2193 2197 2202 rVB 32318 48323 4.24% 0.431%
97 15.276 2203 2207 2214 rBV6 19770 39565 3.47% ©.353%
98 15.440 2230 2234 2241 rBV8 8919 21519 1.89% ©.192%
99 16.159 2348 2352 2356 rVB4 10787 16242 1.42% 0.145%
100 16.477 2400 2404 2411 rVB1eO 7694 15144 1.33% 0.135%
Sum of corrected areas: 11205047
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\

: VYoeo4835.D

: 18 May 2021 18:34

: SY/MD

: M2436-01

. 6.54G/5ML/MSVOA_Y/SOIL

: 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

0

Time-->

Abundance

600000

500000

400000

300000

200000

100000

TIC: VY004835.D\data.ms

.869

247
2077 2564 2906 5553 3.954 4.723 5.247 5.759 6.668

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

TIC: VY004835.D\data.ms

10.179 11.490

8.691

7.795

8.149
7.7

9.185

0

Time-->

Abundance

600000

500000

400000

300000

200000

100000

"Ml
0

6.990 8784002 8.279. 437545 /§\A4693"‘m 6199%9?1}’0 1%@%@% it

I T T
7. 00 7.50 8. 00 8. 50 9.00 9. 50 10. 00 10 50 11.00 11.50

TIC: VY004835.D\data.ms
12.483

13.428

2 80613-038 13.745
12.6 14.27%6 14.727
13.965 3959
12. % 1 ,u AASH 3 n
15,65 ‘ i il T ey A0 s ||| 48femesmiaet, | o

eile 16.159 16.477

Time-->

T ‘ T
1200 1250 1300 1350 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 Acetoacetic acid, 1-thio-, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.869 11.95 ug/l 133837 Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetoacetic acid, 1-thio-, S-all... 158 C7H1002S 015780-65-1 83
2 Bis(3-methylbutyl) fluorene-2,7-... 466 C23H3006S2 253664-95-8 78
3 Imidazol-5(2H)-one, 4-amino-2-(2... 196 C7H8N403 318259-17-5 64
4 Cyclopropene 40 C3H4 002781-85-3 43
5 2-Butenal, (E)- 70 C4H60 000123-73-9 43
Abundance Scan8(1 869 min): VY004835.D\data.ms (-4) (-) m/z 43.10 100.00%
R RMREREEEE NS e
1.902.002.102.202.30
0 HH‘““““2?7;2‘”_”‘_” m/z 39.00  80.34%
m/z--> 100 150 200 250 300
Abundance #29863 Acetoacetic acid, 1-thio-, S-allyl ester
5000 \‘\H\‘\\H‘\H\%\/\Tﬁ
1.902.002.102.202.30
m/z 41.10 71.16%
850
H“ h 12501580
O “ T T T T T T T T ‘ \ T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 100 15 200 25 300
Abundance #230218. Bis(3-methylbutyl) fluorene-2,7-disulfonate
39.0
W‘HW‘HW‘H‘_H‘_H
1.902.002.102.202.30
5000 m/z 38.00 25.96%
0 m\‘?ﬁg 121.0 1630 245.0 326.
e
miz--> 50 100 150 200 250 300
Abundance #58484: Imidazol-5(2H)-one, 4-amino-2-(2-furyl)-, oxime, “‘H““H““W“H“‘
39.0 1.902.002.102.202.30
m/z 42.05 25.12%
80.0
5000 196.0
u 149.0
0 LA AN SISy
m/z--> 50 100 150 200 250 300 1.902.002.102.202.30
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 2 Cyclohexane, 1l-ethyl-2-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.002 10.29 ug/l 195216 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 58
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 53
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 52
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 52
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 49
Abundance Scan 1670 (12.002 min): VY004835.D\data.ms (-1663) (- m/z 55.05 100.00%
55.0 97.1
5000
70.0
39 126.1 [ 1
L T A
0F el el L 142200 97,00 97.70%
miz-> 20 40 60 80 100 120 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
5000 .
12.00
3910 ‘ Lo 126.0 m/z 57.10 61.67%
0 \1\5\-0‘\‘}‘\\‘iH\\‘\“\“\W\\“l‘\\\\“\\‘\\‘\‘\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
97.0
5.0 AN
S
12.00
5000 m/z 41.05 60.54%
27.0
126.0
miz--> 20 40 60 80 100 120 140
Abundance #11619: Cyclohexane, 1-ethyl-4-methyl-, cis- — |
55.0 97.0 12.00
m/z 43.10 59.89%
5000
39,0
‘ ‘ 81.0 126.0
olxeo || W I ““‘u S N I
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 3 9-Octadecyne Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.203 8.41 ug/1l 159458 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecyne 250 C18H34 035365-59-4 59
2 9-Nonadecyne 264 C19H36 106073-69-2 59
3 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 58
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 42
5 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 35

Abundance Scan 1703 (12.203 min): VY004835.D\data.ms (-1694) (-  m/z 57.10 100.00%
57.1

5000
96.1

3

T —
125.2 12.00 12.50

0- 206.9 m/z 41.10 78.61%
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #102603: 9-Octadecyne
81.0

£

5000 e ——
12.00 12.50
09.0 m/z 81.05 73.80%
137.0
0 165.0193.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #114284: 9-Nonadecyne
41.0 81.0
~ —
12.00 12.50
5000 ITI/Z 67.05 73.42%
NETINS
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10701: Pentalene, octahydro-2-methyl- — ‘

81.0 12.00 12.50
m/z 43.05 62.79%

5000

124.0

\ —
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50

o
IN
[y
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 4 2-Octene, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.642  13.55 ug/l 211394 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C1o0H20 004057-42-5 50
2 Cyclohexane, 1,1,3,5-tetramethyl... 148 C10H20 950876-32-9 43
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 43
4 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 42
5 1-Undecene, 9-methyl- 168 C12H24 074630-41-4 38
Abundance Scan 1775 (12.642 min): VY004835.D\data.ms (-1771) (- m/z 69.10 100.00%
69.1
41.1 125.1
5000
96.0 —— ——
‘ H 12.50 13.00
0 Al 2070 sz 70005 82.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17999: 2-Octene, 2,6-dimethyl-
41.0 69.0
5000 —— —
12.50 13.00
m/z 125.10 73.00%
Ly o 0
O \\\‘\}\\i\\\“\‘\w\\‘\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
s fﬂmfAffF
12.50 13.00
5000 41.0 m/z 55.10 72.90%
otsoy U oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans- —— —
69.0 12.50 13.00
1250 m/z 41.10  72.21%
5000 210
otsoy bl g oo | A
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\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 5 unknownl2.733 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.733 10.20 ug/l 159147 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
2 4-Ethylcyclohexene 110 C8H14 003742-42-5 38
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 38
4 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 38
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 30

Abundance Scan 1790 (12.733 min): VY004835.D\data.ms (-1783) (- m/z 81.00 100.00%

551 810
5000
123.1 — —
H “ ‘ 12.50 13.00
o S " el bbb 2071wy 55,10 85.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2872: Cyclohexene, 4-methyl-
81.0
54.0
5000 —r ——
12.50 13.00
m/z 97.05 58.92%
270“
O\\\‘\\\\‘\\\\‘\\\\““\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5917: 4-Ethylcyclohexene
81.0
P —
12.50 13.00
5000 54.0 m/z 69.10 48.41%
270 ‘ 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2882: Cyclohexene, 3-methyl- — —
81.0 12.50 13.00
m/z 41.05 45.06%
5000
55.0
270‘ ‘
om"m‘“‘H‘mJ““H‘J"m‘uwuu_m_m_m — —
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\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 6 n-Tetracosanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.806 16.92 ug/l 263968 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 52
2 1-Hexacosanol 382 C26H540 000506-52-5 52
3 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 38
4 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 38
5 5-Decene 140 C1oH20 019689-19-1 35

Abundance Scan 1802 (12.806 min): VY004835.D\data.ms (-1796) (- m/z 43.05 100.00%

5000 97.1 W/&W\
— —
M “ 14 12.50 13.00
oL d L) ‘H‘Wuwlﬁz‘?”‘_m_m_‘ m/z 55.05 83.79%
mlz--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43.0
5000 830 T T T T T
12.50 13.00
m/z 41.05 78.78%
oLl H‘ M 016802100 252,0 2040 336.0
\\\\ \\\\‘\\\\‘\ T T \\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosano
43.0
— —r
12.50 13.00
5000 m/z 57.05  77.86%
L L L1] 1250 1602080 2520 220350
b b e T S e S
miz--> 100 150 200 250 300 350
Abundance #119049.0xahcacm,cydohexyhneﬂwlBohexyle&er P e
55.0 97.0 12.50 13.00
m/z 97.10 50.30%
) K”waWJAJ\fMVVAA\ﬁMJ\
AR IO BEC T ey, [
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 7 Decane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.038 11.58 ug/l 180667 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 81
2 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 64
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 58

Abundance Scan 1840 (13.038 min): VY004835.D\data.ms (-1836) (- m/z 71.10 100.00%

43.1 71.1
5000
113.1 iﬁod
96.0 .
156.2
(S “i‘: ‘ Ju“‘ Mo T w“‘“ L A%80156.2 43,10 98.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28426: Decane, 4-methyl-
43.0 71.0
5000 — ‘
13.00
m/z 57.10 73.44%
‘ ‘ 112.0
O \J-\S\.(‘)\M\\ \\‘!“\\M\“H\\\‘\\!‘\‘\\\\‘\\]_\5\6.‘0\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #120859: Oxalic acid, 2-ethylhexyl pentyl ester
71.0
RN \
43.0 13.00
5000 ITI/Z 41.10 49.,49%
112.0
oL 280 L L g0 | 1290 170
m/z--> 20 40 60 80 100 120 140 160
Abundance #85769: Oxalic acid, 2-ethylhexyl ethyl ester T
57.0 13.00
m/z 70.00 47.10%
5000
29.0
83.0 112.0
157.0
0 e b 1820 —
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 8 Naphthalene, decahydro-, tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.745 11.77 ug/1 183674 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
2 Cyclodecanol 156 C10H200 001502-05-2 93
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 92
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 83
5 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 74

Abundance Scan 1956 (13.745 min): VY004835.D\data.ms (-1951) (-  m/z 41.00 100.00%

41.0 81.0
138.1
5000 109.1
P e
| 166.3 260.( 13.50 14.00
0 bl ' m/z 67.08  91.94%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #16925: Naphthalene, decahydro-, trans-
67.0 138.0
95.0
5000 e —
390 13.50 14.00
m/z 81.60 90.16%
O ’
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #28237: Cyclodecano
55.0
82.0 U T 7
13.50 14.00
5000 ITI/Z 55.10 87.73%
27,0 110.0
‘ 138.0
0 ‘uu“‘_“‘MHH‘_HwHH_ww_www
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #16914: Naphthalene, decahydro-, cis- T —
67.0 13.50 14.00
m/z 138.05 81.71%
96.0 138.0
s000] 390
0

1 T [
m/z--> 20 40 60 80 100120140160 180200220240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 9 Adamantane, 1-thiocyanatome... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.276 9.70 ug/l 151267 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1-thiocyanatomethyl- 207 C12H17NS 1000304-65-8 53
2 3-Adamantan-1-yl-3-oxo-propionit... 203 C13H17NO 1000296-74-6 52
3 Tricyclo[3.3.1.1(3,7)]decane, 1-... 181 C10OH15NO2 007575-82-8 52
4 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 50
5 1-Adamantyl isothiocyanate 193 C11H15NS 004411-26-1 50

Abundance Scan 2043 (14.276 min): VY004835.D\data.ms (-2035) (- m/z 135.00 100.00%

135.0
5000
93.0
55.0 —r— -
‘ ‘ | “ | les1 2069 14.00 14.50
Obprreho AL WL Lo | (1662 2069 28LC 095 95 32.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66926: Adamantane, 1-thiocyanatomethyl-
135.0
5000 et e
14.00 14.50
410 790 m/z 71.10  27.40%
107.0
O ’\\\‘\HH‘\‘\“N‘\“\‘\\““\\‘VV‘\\\\‘\\\!‘\\‘\\‘\%\8\?'9\2‘0\\8\.9\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #63397: 3-Adamantan-1-yl-3-oxo-propionitrile
135.0
—— —
14.00 14.50
5000 m/z 83.e0  27.23%
93.0
ol 40 | 175.0203.0
P e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46336: Tricyclo[3.3.1.1(3,7)]decane, 1-nitro- —— —
135.0 14.00 14.50
m/z 79.00 24.33%
5000
93.0
39.0 ‘
S T Y- YA B s sl
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.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 10 Undecane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.727 7.58 ug/l 118179 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 74
3 Tetradecane, 6,9-dimethyl- 226 C1l6H34 055045-13-1 59
4 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 53
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53

Abundance Scan 2117 (14.727 min): VY004835.D\data.ms (-2114) (- m/z 57.05 100.00%
57.0

— —
‘ 98.0 151.2 _ 14.50 15.00
o‘,wwl‘“Mm”sw‘\mlhww‘w““1‘?“'?‘3‘_”””_W??‘l‘r m/z 43.00 45.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48881: Undecane, 2,6-dimethyl-
57.0
5000 — —
14.50 15.00
29.0 m/z 71.10 42.11%
H 98.0
O\’\H\“\\\H‘H\\‘f“\\f“[\\”\‘\%%%\9%?%\0‘\\\\‘\\\\‘\\\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
—r —
14.50 15.00
5000 m/z 41.10  40.63%
29.0 85.0
113.0
A A 7.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83045: Tetradecane, 6,9-dimethyl- — ——
57.0 14.50 15.00
m/z 55.00 22.19%
5000 290
85.0
155.0
o h ‘ 130 T 197.0226.0
wu‘wu‘wu‘wu‘wH‘wu‘wu‘w‘HW‘HW‘HW‘HW‘HW‘HW“ —— —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051821\
Data File : VY004835.D

Acqg On : 18 May 2021 18:34
Operator : SY/MD

Sample : M2436-01

Misc : 6.54G/5ML/MSVOA_Y/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : 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|
Acetoacetic aci... 1.869 11.9 wug/l 133837 1 7.795 560138 50.0
Cyclohexane, 1-... 12.002 10.3 wug/l 195216 3 11.490 948269 50.0
9-Octadecyne 12.203 8.4 ug/l 159458 3 11.490 948269 50.0
2-Octene, 2,6-d... 12.642 13.6 ug/l 211394 4 13.428 779972 50.0
unknown12.733 12.733 10.2 wug/l 159147 4 13.428 779972 50.0
n-Tetracosanol-1 12.806 16.9 wug/l 263968 4 13.428 779972 50.0
Decane, 4-methyl- 13.038 11.6 ug/l 180667 4 13.428 779972 50.0
Naphthalene, de... 13.745 11.8 wug/l 183674 4 13.428 779972 50.0
Adamantane, 1-t... 14.276 9.7 wug/l 151267 4 13.428 779972 50.0
Undecane, 2,6-d... 14.727 7.6 ug/l 118179 4 13.428 779972 50.0
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