LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc : 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 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\82Y102221S.M

Title : SW846 8260

Signal : TIC: VY@06574.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.954 337 350 370 rBv2 83753 259039 1.25% 0.241%
2 6.990 834 848 868 rVB 105178 362901 1.76% 0.337%
3 7.728 958 969 974 rBvV 92607 219749 1.06% 0.204%
4 7.795 974 980 988 rVB 174670 388638 1.88% 0.361%
5 8.148 1029 1038 1050 rVB 110493 238031 1.15% 0.221%
6 8.331 1050 1068 1078 rBV2 80966 220413 1.07% 0.205%
7 8.697 1119 1128 1135 rBV 274007 544878 2.64% 0.506%
8 8.776 1135 1141 1149 rVB 141565 272197 1.32% 0.253%
9 8.929 1159 1166 1174 rBV 151020 325123 1.57% 0.302%
10 9.325 1224 1231 1236 rBvV 103157 223842 1.08% 0.208%
11  9.392 1236 1242 1247 rVW 192689 387693 1.88% 0.360%
12 9.538 1261 1266 1273 rVB2 120964 245223 1.19% 0.228%
13 9.618 1273 1279 1288 rVB 175386 345539 1.67% 0.321%
14  9.758 1290 1302 1313 rBV2 398217 879198 4.25% 0.816%
15 10.117 1349 1361 1367 rBV 915636 1586899 7.68% 1.473%
16 10.184 1367 1372 1383 rVB 428126 763969 3.70% 0.709%
17 10.794 1467 1472 1474 rBV 190373 293333  1.42% 0.272%
18 10.831 1474 1478 1485 rVB 562605 988788 4.78% 0.918%
19 10.965 1495 1500 1504 rBV 261548 468096 2.26% 0.435%
20 11.087 1515 1520 1526 rVB2 301481 532505 2.58% 0.494%
21 11.148 1526 1530 1536 rVV2 193503 395350 1.91% 0.367%
22 11.227 1536 1543 1545 rVV3 296278 691945 3.35% 0.642%
23 11.264 1545 1549 1564 rVB2 730928 1465571 7.09% 1.361%
24 11.495 1577 1587 1591 rBV2 410819 981272 4.75% 0.911%
25 11.562 1591 1598 1604 rVV3 471936 1236598 5.98% 1.148%
26 11.635 1604 1610 1616 rVB5 111589 266970 1.29% 0.248%
27 11.751 1622 1629 1633 rBV2 336590 663329 3.21% 0.616%
28 11.855 1640 1646 1648 rBV3 179060 328385 1.59% 0.305%
29 11.892 1648 1652 1657 rVB4 225037 454181 2.20% 0.422%
30 12.135 1689 1692 1695 rBV2 149397 221843 1.07% 0.206%
31 12.209 1700 1704 1705 rBV 204030 257661 1.25% 0.239%
32 12.245 1706 1710 1713 rVV2 299997 543685 2.63% 0.505%
33 12.282 1713 1716 1725 rVB4 448996 941457 4.55% 0.874%
34 12.385 1725 1733 1739 rBV4 711955 1998243 9.66%  1.855%
35 12.483 1744 1749 1753 rBV4 453319 776100 3.75% 0.721%

36 12.532 1753 1757 1768 rVB3 847777 2529093 12.23% 2.348%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc : 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 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\82Y102221S.M

Title : SW846 8260

37 12.629 1768 1773 1777 rBV4 396960 878328 4.25% 0.815%
38 12.708 1782 1786 1788 rBV 313795 436358 2.11% 0.405%
39 12.788 1794 1799 1803 rBV 677385 1182722 5.72% 1.098%
40 12.830 1803 1806 1812 rVV4 333241 741352 3.59% 0.688%

41 12.891 1812 1816 1822 rVV6 334033 688463 3.33% ©0.639%
42 12.952 1823 1826 1830 rVV2 180670 361516 1.75% 0.336%
43 13.074 1834 1846 1853 rVV 11765553 20675085 100.00% 19.196%
44 13.141 1853 1857 1860 rVV2 551079 1033764 5.00% 0.960%
45 13.178 1860 1863 1870 rVB3 975771 1694536  8.20% 1.573%

46 13.257 1872 1876 1877 rBV2 250674 353779 1.71% 0.328%
47 13.288 1877 1881 1885 rvv2 589589 995091 4.81% 0.924%
48 13.355 1887 1892 1897 rVV 2752642 4705682 22.76% 4.369%
49 13.416 1897 1902 1909 rVB 1826650 3695585 17.87% 3.431%
50 13.513 1909 1918 1922 rBV5 983169 2409242 11.65%  2.237%
51 13.617 1929 1935 1941 rBV4 1342810 3253678 15.74% 3.021%
52 13.678 1941 1945 1948 rVV 813479 1176077 5.69% 1.092%
53 13.720 1949 1952 1957 rVB2 838982 1427431 6.90%  1.325%
54 13.788 1957 1963 1970 rBV2 4587144 8060597 38.99% 7.484%
55 13.855 1970 1974 1980 rVV2 1621544 2384388 11.53% 2.214%
56 13.952 1986 1990 1996 rBV3 350483 909799 4.40%  0.845%
57 14.007 1996 1999 2002 rVV3 452324 675584  3.27% 0.627%
58 14.044 2002 2005 2006 rVV 586547 721606 3.49% ©.670%
59 14.080 2006 2011 2016 rVV 7541710 11596909 56.09% 10.767%
60 14.135 2017 2020 2025 rVB2 858949 1335435 6.46%  1.240%
61 14.269 2037 2042 2043 rBvV2 338458 526488 2.55% ©.489%
62 14.379 2056 2060 2064 rVB2 457876 642396 3.11% 0.596%
63 14.531 2082 2085 2089 rBV 412030 588086 2.84%  ©.546%
64 14.617 2095 2099 2104 rVB3 353590 641424  3.10% ©0.596%
65 14.757 2111 2122 2128 rBV 1811232 3413756 16.51% 3.170%
66 14.854 2133 2138 2141 rBV4 296893 582736 2.82% 0.541%
67 14.952 2148 2154 2163 rVB7 477911 1289021 6.23% 1.197%
68 15.220 2194 2198 2202 rVB 367320 533895 2.58% 0.496%
69 15.281 2206 2208 2214 rVB2 310596 466649 2.26% 0.433%
70 15.348 2215 2219 2223 rBV3 199159 289876 1.40% 0.269%
71 15.501 2239 2244 2248 rBV 1050975 1903502 9.21% 1.767%
72 15.568 2252 2255 2258 rVV3 267337 423927 2.05% 0.394%
73 15.879 2302 2306 2314 rVB3 279975 658220 3.18% 0.611%
74 16.007 2324 2327 2338 rVB5 341832 1055142 5.10% ©.980%

Sum of corrected areas: 107705862
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FDR-BH-5-20211029-6.5-7
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006574.D\data.ms
1.2e+07

le+07

8000000

6000000

4000000

2000000

3.954

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 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

Abundance TIC: VY006574.D\data.ms
1.2e+07

1e+07
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Abundance TIC: VY006574.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Z-3,4,4-Trimethyl-2-pentene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.758 80.68 ug/l 879198 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 87
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 49
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 49
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 46
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 46
Abundance Scan 1302 (9.758 min): VY006574.D\data.ms (-1290) (-) m/z 43.10 100.00%
3.1
97.1
5000 711
—F 5
‘ ‘ 9.50 10.00
bl sl e b L2070 /7 55,10 91.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7626: Z-3,4,4-Trimethyl-2-pentene
55.0 97.0
5000
9.50 10.00
m/z 97.10  75.91%
27.0 ‘
O \\‘\‘\m\\N\\‘HH‘\“\‘\\““\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0 /\
——
9.50 10.00
5000 m/z 41.05 62.04%
27.0 ‘
0“‘_m“‘HJHmeﬂk‘MM‘uW“H“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis- — =P
55.0 97.0 9.50 10.00
m/z 57.10 56.20%
5000
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 2-Pentene, 3,4,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.117 80.86 ug/l 1586900 Chlorobenzene-d5 11.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 93
2 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 91
3 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 91
4 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 90
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 80

Abundance Scan 1361 (10.117 min): VY006574.D\data.ms (-1349) (- m/z 55.10 100.00%

55.1 97.1
5000
‘ 10.00 10.50
() I— m‘;‘w‘ Ao A 2070 myz 97.10 95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7626: Z-3,4,4-Trimethyl-2-pentene
55.0 97.0
5000 /\\ T T T T T T
10.00 10.50
m/z 41.10 50.11%
27.0 ‘ ‘
O\\\‘\‘\m\\N\\‘HH‘\“\‘\\““\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7625: 2-Pentene, 3,4,4-trimethyl-
97.0
55.0
P M
10.00 10.50
5000 ITI/Z 57.10 41.11%
27.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7635: 2-Pentene, 2,4,4-trimethyl-
55.0 97.0 10.00 10.50
m/z 112.20 34.31%
5000
27.0
:
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 2-Hexene, 2,5,5-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.831 50.38 ug/l 988788  Chlorobenzene-d5 11.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 2,5,5-trimethyl- 126 C9H18 040467-04-7 64
2 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 38
3 2-Hexene, 3,5,5-trimethyl- 126 CO9H18 026456-76-8 37
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 36
5 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 33

Abundance Scan 1478 (10.831 min): VY006574.D\data.ms (-1474) (- m/z 57.10 100.00%
57.1

41.1
5000
126.2 - b
111.1 10.50 11.00
I 83.1 971 ‘ .
O 'rrprrrrrrrr e e e e e e e et m/z 70.10 83.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13229: 2-Hexene, 2,5,5-trimethyl-
57.0
5000 = -
41.0 10.50 11.00
m/z 41.10 61.66%
126.0
H‘\H\‘HH‘HH‘HH‘HH‘HH \H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7562: 2,3-Dimethyl-1-hexene
70.0
Y —
41.0 55.0 10.50 11.00
5000 ITI/Z 55.10 37.45%
27.0
obrrrrrgrr bl STO 1120
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13230: 2-Hexene, 3,5,5-trimethyl- = T
57.0 10.50 11.00
m/z 69.10 30.52%
5000 41.0
27.0
N O e SO L T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.264 74.68 ug/l 1465570  Chlorobenzene-d5 11.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 86
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 86
3 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 86
4 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 86
5 3,5-Dimethyl-3-heptene 126 CSH18 059643-68-4 80

Abundance Scan 1549 (11.264 min): VY006574.D\data.ms (-1545) (-  m/z 97.10 100.00%

55.1 97.1
5000
126.2
. 11.00 11.50
ol i gl Ay 2070 2808 4, 55,10 89.52%
miz--> 50 100 150 200 250
Abundance #13283: Cyclohexane, 1-ethyl-4-methyl-, cis-
53.0 97.0
5000 z— S
11.00 11.50
‘ 126.0 m/z 41.10 30.68%
01\4-\0H\ L” “H‘\ “w H\“ T “ T T “\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
7.0
55.0
—— e
11.00 11.50
5000 ITI/Z 69.10 28.78%
126.0
old0 W‘M u‘k ————
miz--> 50 100 150 200 250
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl- — o
550 970 11.00 11.50
m/z 126.20 26.10%
5000
126.0
ol 250 L JWWIL, iy
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Decane, 2,2,7-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.562 63.01 ug/l 1236600 Chlorobenzene-d5 11.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 59
2 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 59
3 Heptane, 2,2,4-trimethyl- 142 C1leH22 014720-74-2 59
4 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 56
5 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 53

Abundance Scan 1598 (11.562 min): VY006574.D\data.ms (-1591) (-  m/z 57.10 100.00%
57.1

1150 |
97.1 127.1 :
om_m‘p“ij,mHm“mmwwHW,W,H‘?9‘7;%”“”‘%?‘,1‘1‘ m/z 56.10  46.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59095: Decane, 2,2,7-trimethyl-
57.0
5000 A :
11.50
m/z 41.10 38.48%
0 27‘\-0‘\“ ) es0 1270 1690
\H‘HH‘\H ’\\H‘HH‘H\\‘H\\‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22094: Octane, 2,2-dimethyl-
57.0
T \
11.50
5000 ITI/Z 55.10 22.32%
27-0‘ ‘ 127.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22119: Heptane, 2,2,4-trimethyl- = ‘
57.0 11.50
m/z 43.10 20.05%
5000
27.0H
m/z--> 20 40 60 80 100120140160180200220240260280 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl2.385 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.385 101.82 ug/l 1998240  Chlorobenzene-d5 11.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2,5,5-trimethyl- 126 C9H18 062185-56-2 47
2 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 47
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 45
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 43

Abundance Scan 1733 (12.385 min): VY006574.D\data.ms (-1725) (- m/z 57.10 100.00%
57.1

5000 MM\M
99.2 ‘ T T ‘ T
‘ ‘ ‘\ “ | 1402 12.00 12.50
ol el bl b o e m/z 43.10 68.19%
m/z--> 50 100 150 200 250 300 350
Abundance #13228: 1-Hexene, 2,5,5-trimethyl-
57.0
5000 T T
12.00 12.50
1110 m/z 41.10  49.83%
O\\“\‘T“‘\‘\‘\\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexyl este
57.0
— —
12.00 12.50
5000 m/z 69.10 40.49%
112.0
B L e B A A e e R R
m/z--> 50 100 150 200 250 300 350
Abundance #15686: 2-Propyl-1-pentanol “ T
57.0 12.00 12.50
m/z 70.10 38.47%
- M\A/\j\/y\w
98.0
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 7 2-Hexene, 3,4,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.355 63.67 ug/l 4705680 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64
2 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 64
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 64
4 Thiophene, 2-hexyl- 168 C1OH16S 018794-77-9 59
5 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 56

Abundance Scan 1892 (13.355 min): VY006574.D\data.ms (-1887) (- m/z 97.10 100.00%
97.1

P P
| 1372168-2 13.00 13.50
ol ) 82 | 2810y ssi1p 43.17%
miz--> 50 100 150 200 250
Abundance #13233: 2-Hexene, 3,4,4-trimethyl-
97.0
55.0
5000 — —
13.00 13.50
m/z 57.10  32.50%
0 \Z\SU\OH “““\ ‘1‘ ‘\”\“‘ \‘lwzhow L s s B B B e
miz--> 50 100 150 200 250
Abundance #43585: Cyclohexane, 1-methyl-2-pentyl-
55.0 97.0
F R
13.00 13.50
5000 m/z 69.10 31.97%
168.0
oL 2ool Al k) ase
m/z--> 50 100 150 200 250
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl- “ —
550 97.0 13.00 13.50
m/z 41.10 30.61%
oiso iy me ST
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1
Quant Method

Quant Title : SW846 8260

TIC Library
TIC Integration Parameters:

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

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M

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 Heptyl hexadecyl ether

Concentration Rank 2

FDR-BH-5-20211029-6.5-7

R.T. EstConc Area Relative to ISTD R.T.
13.788 109.06 ug/l 8060600 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptyl hexadecyl ether 340 C23H480 1000406-39-4 56
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
3 Heptane, 3-ethyl- 128 C9H20 015869-80-4 43
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 40
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 38

Abundance Scan 1963 (13.788 min): VY006574.D\data.ms (-1957) (-
57.1

m/z 57.10 100.00%

e W
—— —
‘ H ‘97‘ ! s 1682 13.50 14.00
Ol o 1232 SO0 e m/z 43.10 36.58%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #249108: Heptyl hexadecyl ether
57.0
5000 —r ——
13.50 14.00
97.0 m/z 41.10 34.31%
o 230 M‘ \‘H m 125.0 1550  196.0224.0 255 ¢
\H‘HH‘H\\‘HH‘\\H‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #92371: Heptane, 1,1'-oxybis-
57.0
—— —
13.50 14.00
5000 ITI/Z 70.10 22.14%
29.0
b il L 250 1380 g
HwH‘WHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH_‘H_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14527: Heptane, 3-ethyl- — T
57.0 13.50 14.00
m/z 55.10 20.06%
5000
98.0
29.0
L) o
o"w‘Hw"H""w"‘w"‘w"‘W"wHwawwww — —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Benzene, (1,1-dimethylpropyl)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.080 156.90 ug/l 11596900 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 97
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
3 Benzene, tert-butyl- 134 C1eH14 000098-06-6 86
4 Benzene, (1-ethylpropyl)- 148 C1l1H16 001196-58-3 86
5 Propiophenone, 2'-methyl- 148 C10H120 002040-14-4 72

Abundance Scan 2011 (14.080 min): VY006574.D\data.ms (-2006) (-  m/z 119.10 100.00%
119.1
91.1
5000
T \
411 gy 14?'2 14.00
Ob oot bl b RT3 2071y 9116 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000 — :
14.00
m/z 148.15 14.65%
41.0 65.0 148.0
0 \1\5\-‘0\‘\‘\\“\\““\“\‘.\\\m‘\\1\‘H‘\\‘\"‘\\\‘\’\!\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
T \
14.00
5000 m/z 77.10 11.47%
1.0 148.0
S u i A B
|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17021: Benzene, tert-butyl- = ‘
119.0 14.00
m/z 120.10 10.40%
5000 91.0
41.0
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample 1 M4427-02

Misc ¢ 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Benzene, (1,1-dimethylbutyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.757 46.19 ug/l 3413760  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylbutyl)- 162 C12H18 001985-57-5 91
2 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 86
3 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 72
4 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 72
5 Benzene, tert-butyl- 134 C1oH14 000098-06-6 72

Abundance Scan 2122 (14.757 min): VY006574.D\data.ms (-2111) (- m/z 119.10 100.00%

119.1
5000
41‘ 1771 162.2 14.50 15.00
(
Obererrorlibtibsb ot b 21982 28010 o1 16 49.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37946: Benzene, (1,1-dimethylbutyl)-
119.0
5000 T ‘/\
14 50 15 00
41.0 m/z 41.10 14.57%
77.0 162.0
O \\\‘\‘U\\“\H\’\\HH‘HH“\‘\\\l\\\\‘\H\"\\H‘HH‘H\\‘\H\’\H\’\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87308: (6-Chloro-2-methylhexan-2-yl)benzene
119.0
P e
14.50 15.00
o O TIOl | 1500 2100
LR R P By e R RRARREARR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66790: Benzenepropanoic acid, .beta.,.beta.-dimethyl-, |
119.0 14 50 15 00
m/z 162.20 10.32%
5000 //\
41.0
77. O 192.0
0 Ly \‘\‘ 160.0 "™ —— ‘J/\

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\VY110221\
Data File : VY@06574.D

Acqg On : 02 Nov 2021 13:53

Operator : SY/MD

Sample : M4427-02

Misc : 4.63G/5ML/MSVOA_Y/SOIL FDR-BH-5-20211029-6.5-7

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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|
Z-3,4,4-Trimeth... 9.758 80.7 wug/l 879198 2 8.697 544878 150.0
2-Pentene, 3,4,... 10.117 80.9 wug/l 1586900 3 11.495 981272 50.0
2-Hexene, 2,5,5... 10.831 50.4 ug/l 988788 3 11.495 981272 50.0
Cyclohexane, 1-... 11.264 74.7 ug/l 1465570 3 11.495 981272 50.0
Decane, 2,2,7-t... 11.562 63.0 ug/l 1236600 3 11.495 981272 50.0
unknown12.385 12.385 101.8 ug/l 1998240 3 11.495 981272 50.0
2-Hexene, 3,4,4... 13.355 63.7 ug/l 4705680 4 13.428 3695590 50.0
Heptyl hexadecy... 13.788 109.1 ug/l 8060600 4 13.428 3695590 50.0
Benzene, (1,1-d... 14.080 156.9 ug/l 11596900 4 13.428 3695590 50.0

2 4 0

Benzene, (1,1-d... 14.757 46. ug/l 3413760 13.428 3695590 50.
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