LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 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\82Y122023S.M

Title : SW846 8260

Signal : TIC: VY@16882.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.759 635 646 662 rVB3 15414 47673 2.49% 0.128%
2 6.807 809 818 829 rvVvB2 18747 57067 2.98% 0.153%
3 7.728 957 969 974 rBv2 86743 221200 11.57% 0.593%
4 7.795 974 980 988 rvv2 178868 458685 23.98% 1.229%
5 7.880 988 994 1006 rVB 57990 150753 7.88% 0.404%
6 8.014 1006 1016 1021 rBV 82573 198413 10.38% 0.532%
7 8.063 1022 1024 1031 rVV3 25366 48419 2.53% 0.130%
8 8.149 1031 1038 1049 rVB 86485 202481 10.59% 0.543%
9 8.289 1051 1061 1064 rBV2 80929 188148 9.84% 0.504%
10 8.344 1064 1070 1078 rVV3 129820 415104 21.71% 1.112%
11  8.429 1078 1084 1094 rVB 91981 210760 11.02% 0.565%
12 8.557 1094 1105 1117 rVB3 28711 64438 3.37% 0.173%
13 8.697 1119 1128 1141 rBV 311836 658462 34.43% 1.764%
14  9.191 1192 1209 1215 rBV3 344713 972183 50.84% 2.605%
15 9.252 1215 1219 1226 rVB2 66104 124895 6.53% 0.335%
16 9.380 1234 1240 1246 rVB 57498 108839 5.69% 0.292%
17 9.471 1246 1255 1262 rVB 155669 326710 17.08% 0.875%
18 9.618 1272 1279 1290 rVB2 255405 520320 27.21% 1.394%
19 9.758 1290 1302 1308 rBV4 155036 431109 22.54% 1.155%
20 9.825 1308 1313 1317 rBV 122720 234811 12.28% 0.629%

21  9.862 1317 1319 1326 rVB2 110836 169200 8.85%
22 9.965 1326 1336 1348 rBV3 181998 555378 29.04%
23 10.075 1348 1354 1356 rBV3 48051 91467 4.78%
24 10.112 1356 1360 1365 rVB2 64254 127574 6.67%
25 10.185 1365 1372 1377 rBV 1022976 1912397 100.00%

Ve Rr®
N
i
Ul
3R

26 10.313 1385 1393 1396 rBV 109277 209355 10.95%
27 10.355 1396 1400 1411 rVB6 281271 850322 44.46%
28 10.490 1411 1422 1424 rBV5 95038 217768 11.39%

NNON®
Ul
[
IS
R

29 10.526 1424 1428 1434 rVB 473708 806346 42.16% 161%
30 10.618 1434 1443 1450 rBV2 449810 1039920 54.38% 787%
31 10.672 1450 1452 1456 rwv2 37215 52968 2.77%  ©.142%
32 10.715 1456 1459 1464 rVB2 100981 160023 8.37% 0.429%
33 10.770 1464 1468 1470 rBV2 43609 71285 3.73% 0.191%
34 10.807 1470 1474 1479 rVB 208418 332083 17.36% ©.890%
35 10.886 1479 1487 1489 rBV3 131793 283512 14.82% ©.760%

36 10.916 1489 1492 1497 rVV3 123768 231193 12.09% 0.619%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 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\82Y122023S.M
Title : SW846 8260
37 10.971 1497 1501 1504 rVvVv3 180530 285696 14.94% 0.766%
38 11.008 1504 1507 1509 rvv2 188584 280762 14.68% 0.752%
39 11.044 1509 1513 1517 rVV 456766 751924 39.32% 2.015%
40 11.099 1517 1522 1527 rVWV 824949 1390768 72.72% 3.727%
41 11.154 1527 1531 1535 rVV2 175874 274693 14.36% 0.736%
42 11.209 1535 1540 1545 rVB2 282610 538131 28.14% 1.442%
43 11.300 1545 1555 1564 rVB4 427907 1098904 57.46% 2.945%
44 11.386 1564 1569 1579 rBvV2 303811 731922 38.27% 1.961%
45 11.495 1582 1587 1592 rBV 512684 810043 42.36% 2.171%
46 11.593 1599 1603 1606 rBV 90751 152136 7.96%  ©0.408%
47 11.636 1606 1610 1613 rVV 225103 336831 17.61% 0.903%
48 11.684 1613 1618 1622 rVB4 274240 520614 27.22%  1.395%
49 11.745 1622 1628 1632 rBV2 527604 1028660 53.79% 2.756%
50 11.782 1632 1634 1639 rVB2 360673 539542 28.21% 1.446%
51 11.843 1639 1644 1648 rBV4 79609 138361 7.23% 0.371%
52 11.904 1648 1654 1658 rBV 208159 378216 19.78% 1.013%
53 11.947 1658 1661 1665 rVB3 56078 73704 3.85% 0.197%
54 12.008 1665 1671 1677 rBV3 530966 1163345 60.83% 3.117%
55 12.062 1678 1680 1683 rVV 134709 184770 9.66%  0.495%
56 12.099 1683 1686 1688 rVvW2 97265 150009 7.84% 0.402%
57 12.130 1688 1691 1694 rVB 219655 265764 13.90% 0.712%
58 12.209 1699 1704 1708 rVV2 571443 900691 47.10%  2.413%
59 12.258 1708 1712 1715 rVB3 355709 485872 25.41% 1.302%
60 12.392 1729 1734 1737 rBV5 126450 265248 13.87% 0.711%
61 12.489 1745 1750 1754 rBv4 413219 669357 35.00% 1.794%
62 12.526 1754 1756 1758 rvv2 73113 90377 4.73% 0.242%
63 12.568 1759 1763 1769 rVV3 201301 400724 20.95% 1.074%
64 12.654 1772 1777 1784 rVB2 481498 890776 46.58%  2.387%
65 12.739 1784 1791 1794 rBv4 173782 411028 21.49% 1.101%
66 12.812 1796 1803 1809 rVV5 372065 992153 51.88% 2.659%
67 12.867 1809 1812 1817 rVB4 150735 233745 12.22% 0.626%
68 12.953 1821 1826 1830 rVB3 253574 428183 22.39% 1.147%
69 13.014 1830 1836 1837 rBV4 115847 206276 10.79% 0.553%
70 13.050 1837 1842 1850 rVB3 363355 774298 40.49%  2.075%
71 13.135 1852 1856 1859 rBV3 129767 218581 11.43% 0.586%
72 13.257 1873 1876 1879 rVB3 76014 93995 4.92% 0.252%
73 13.324 1879 1887 1891 rBV3 194293 441955 23.11% 1.184%
74 13.428 1896 1904 1912 rVB2 457896 979625 51.22%  2.625%
75 13.501 1912 1916 1920 rBvV4 75502 134859 7.05% 0.361%
76 13.562 1922 1926 1930 rBV6 55812 97435 5.09% 0.261%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 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\82Y122023S.M
Title : SW846 8260
77 13.678 1941 1945 1946 rBV3 72653 85993 4.50% 0.230%
78 13.751 1952 1957 1963 rBV2 559213 948429 49.59%  2.541%
79 13.800 1963 1965 1969 rvVvB2 45507 52034 2.72% 0.139%
80 13.861 1971 1975 1978 rBvV4 64995 106625 5.58% 0.286%
81 13.922 1983 1985 1990 rVVe 54378 107646 5.63% 0.288%
82 13.977 1990 1994 1998 rVB3 97460 158746 8.30% 0.425%
83 14.086 2006 2012 2016 rBv4 205769 394566 20.63% 1.057%
84 14.135 2016 2020 2027 rVB6 109037 220530 11.53% ©.591%
85 14.202 2027 2031 2037 rBV7 71195 144779 7.57% ©0.388%
86 14.263 2037 2041 2043 rBV2 209290 325598 17.03% 0.872%
87 14.336 2051 2053 2057 rVB 76530 96789 5.06% ©.259%
88 14.385 2057 2061 2064 rBV2 155076 256750 13.43% 0.688%
89 14.428 2064 2068 2072 rVV2 198582 315807 16.51% 0.846%
990 14.483 2074 2077 2082 rVB4 92262 136688 7.15% 0.366%
91 14.580 2089 2093 2096 rBv4 39785 70074 3.66% ©.188%
92 14.623 2096 2100 2104 rVB3 83825 125362 6.56% 0.336%
93 14.690 2104 2111 2115 rBv4 122209 281307 14.71% 0.754%
94 14.739 2115 2119 2125 rVB4 125850 189552 9.91% 0.508%
95 14.879 2138 2142 2146 rBV2 83133 130119 6.80% ©.349%
96 14.952 2149 2154 2158 rVB3 135776 202900 10.61% 0.544%
97 15.062 2167 2172 2177 rVB3 84314 171450 8.97% ©.459%
98 15.214 2192 2197 2205 rBVS 56770 127449 6.66% 0.342%
99 15.397 2224 2227 2231 rVB3 41404 63728 3.33% 0.171%
100 15.440 2231 2234 2243 rVB9 25104 45396 2.37% 0.122%
Sum of corrected areas: 37319551
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.M
Quant Title : SW846 8260

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

Abundance TIC: VY016882.D\data.ms
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Abundance TIC: VY016882.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 Cycloheptane, methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.355 52.49 ug/l 850322  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 90
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 70
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 52
5 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 49
Abundance Scan 1400 (10.355 min): VY016882.D\data.ms (-1396) (- m/z 55.10 100.00%
58.1 971
41.1
- T M
— e
‘ ‘ | ‘ H 112.2 10.00 10.50
et Ml il myz 97.10 95.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7557: Cycloheptane, methyl-
55.0 97.0
41.0
5000 T L
69.0 83.0 10.00 10.50
27.0 m/z 41.10 53.90%
‘ ‘ 112.0
\H‘HH‘\HH’\\Hl\\H“1\\‘\‘H‘\HW‘\H\‘!!\\‘\\‘11‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0 Vi vy
10.00 10.50
5000 41.0 69.0 m/z 56.10 52.65%
27.0
112.
B Y T -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- =T T
55.0 97.0 10.00 10.50
m/z 69.10 47.49%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
H"H‘w"mhu‘kaH‘Hm\w‘HJHH‘VM‘W“H‘H“MHH“ T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.526  49.77 ug/1 806346  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 83

Abundance Scan 1428 (10.526 min): VY016882.D\data.ms (-1424) (- m/z 97.10 100.00%
971
55.1
5000
41.1 112.2
701
i
el myz s5.10 81.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 41.0 ‘10\50‘ \
69.0 .
112.0 o
m/z 41.10 39.22%
27.0 ‘ ‘ 83.0
\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\\\‘\‘\\\“\‘\\\\’\M\\‘\\\1‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0 97.0
T T
41.0 10.50
5000 ITI/Z 112.20 35.94%
27.0 69.0 112.0
‘ ‘ 83.0
H‘H‘w“Hku‘wwu‘ﬂﬁﬂw‘uww“W\M‘_‘m“u‘_uu,u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 f/
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans- = ]
55.0 97.0 10.50
m/z 56.10 27.60%
5000 41.0
112.0
27 0 69.0
‘ ‘ ‘ 83.0
H“H‘_‘H,H“_Lupﬁ‘w“Mlu‘wﬂh“ulh‘u‘_u‘w“ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.618 64.19 ug/l 1039920 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 92
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 78
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 60
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 55
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 55
Abundance Scan 1443 (10.618 min): VY016882.D\data.ms (-1434) (-  m/z 55.10 100.00%
58.1 95.1
5000 411
112.2
4 T
‘ H ‘ | ‘ 10.50 11.00
H_m‘HH_m}“w‘e‘lm_mlmWH"Mu‘_m‘mﬂzﬁﬁu m/z 95.10  95.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0 L — L —
112.0 10.50 11.00
270 69.0 m/z 97.10  92.26%
L
\\‘HH‘HH“HH‘\‘\H“\‘H‘\‘H\H1\\H“\HH‘HM‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
10.50 11.00
5000 41.0 m/z 41.10 43.44%
112.0
69.0
27.0 ‘ ‘ ‘ 83.0
‘wHH‘HMw;!hwwwl"H‘u‘!‘Wl_ww_wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7615: Cyclohexane, 1,4-dimethyl- e —
55.0 10.50 11.00
97.0 m/z 112.15  32.41%
27.0 690 112.0
|k
H‘HH‘HH‘HH‘“‘H‘u‘uwm‘:luu‘:‘hwull‘mwmwuu‘m — 1
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\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.044 46.41 ug/l 751924  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 4-0Oxohex-2-enal 112 C6H802 020697-55-6 53
3 Oxalic acid, cyclohexyl propyl e... 214 C11H1804 1000309-30-3 50
4 Hexanal 2E-hexenyl 3Z-hexenyl ac... 282 C18H3402 1000431-43-4 50
5 2-Pyrazoline, 4-ethyl-1-methyl- 112 C6H12N2 022581-42-6 47

Abundance Scan 1513 (11.044 min): VY016882.D\data.ms (-1509) (- m/z 83.10 100.00%
8’]

3.1
55.1
5000
112.2

3911 11.00

e L 1492 551 53.09%

m/z--> 20 40 60 80 100 120 140
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0

5000 — ‘
11.00
112.0 m/z 82.10 49.75%
39,0
‘\U\\“M\\\M!‘\‘\“\\‘1\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #7203: 4-Oxohex-2-ena
83.0
L \
11.00
5000 55.0 m/Z 41.10 25.85%
112.0
m/z--> 20 40 60 80 100 120 140
Abundance #91611: Oxalic acid, cyclohexyl propyl ester T
83.0 11.00
m/z 112.20 21.88%
55.0
5000
27.0
w0 om0 VAN
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 5 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.099 85.85 ug/l 1390770  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 50
4 1-Aminocyclopropanecarboxylic ac... 156 C7H12N202 1000375-50-8 50
5 2-Aminopyrimidine-1-oxide 111 C4H5N30 035034-15-2 47

Abundance Scan 1522 (11.099 min): VY016882.D\data. ms( 1517) (- m/z 111.20 100.00%
111.2
69.1
5000 55.1
411
‘ sad 51‘06 o 51‘50
‘ 97.2 126.2 : -~
H‘_Hw‘Hw‘HNW‘Wmﬁ‘umjuu_hu_‘u_u‘wuw‘ww‘H‘ m/z 69.16  71.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 U =
41.0 83.0 11.00 11.50
' m/z 55.10 40.86%
27.0 ‘ ‘
H\‘HH‘\HU‘HH“E‘\H‘\‘\H‘\Hul\\\\‘\}\\‘HH"HHH\H"‘\Z\}G\.‘O\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13245: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
—— —
11.00 11.50
5000 55.0 m/z 41.10 27.94%
41.0 126.0
SO T WO .. 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. e —
69.0 111.0 11.00 11.50
55.0 m/z 56.10 21.91%
41.0
5000
21.0 126.0
83.0
iaf AL
m/z--> 10 20 30 40 50 60 70 80 90100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.300 67.83 ug/l 1098900 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 96
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 74
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 74

Abundance Scan 1555 (11.300 min): VY016882.D\data.ms (-1545) (- m/z 111.15 100.00%
69.1 111.2
5000 411
S HAR j\ — Jor
‘H ‘ 11.00 11.50
e HWWuHM‘M‘H‘l4??_‘u‘u‘w‘u‘ﬂﬂ‘ m/z 69.10  96.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13298: Cyclohexane, 124trimethy|-, (1.alpha.,2.beta. 2
69.0 11.0
41.0
5000 = =
11.00 11.50
m/z 55.10 69.11%
15.0 ‘ ‘
\\‘\‘\‘\\\\"“!\\\“\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 A Yol
11.00 11.50
5000 41.0 ITI/Z 41.10 43,99%
TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. —— —
69.0 111.0 11.00 11.50
m/z 126.20 29.80%
41.0
5000
15.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 1-Ethyl-4-methylcyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.745 63.49 ug/l 1028660 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 91
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 90
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
4 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 78
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 70
Abundance Scan 1628 (11.745 min): VY016882.D\data.ms (-1622) (- | m/z 97.10 100.00%
971
55.1
5000
411 69.1 126.2
“ e 111 1150 12.00
H‘HH‘HH‘NH‘MH_‘H_‘H_‘H_Hl_u‘wu‘_uw‘uw‘u‘ m/z 55.10  76.94%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 e -
11.50 12.00
41.0 69.0 126.0 m/z 41.10 24.73%
27.0
m/z--> 20 30 40 50 60 70 80 90100110120130140
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
— —
11.50 12.00
5000 m/z 126.20 20.01%
41.0
69.0 126.0
27.0 | ‘ ‘
S RSOV OO . O N
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis- = —
55.0 11.50 12.00
97.0
m/z 69.10 19.28%
5000 41.0
‘ 690
wo | o i
m/z--> 20 30 40 50 60 70 80 90100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 2-Hexene, 3,4,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.008 71.81 ug/l 1163350  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 76
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 74
3 4-Octen-3-one 126 C8H140 014129-48-7 64
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 64
5 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 64
Abundance Scan 1671 (12.008 min): VY016882.D\data.ms (-1665) (- | m/z 97.15 100.00%
97.2
55.1
5000
411
70.1 126.2 T \
) T 1112 12.00
0 H"m_HMm‘m‘wMMh‘mwM‘J‘wﬂwm“1‘,‘?-‘3‘_ m/z 55.10  81.28%
miz--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 —
12.00
41.0 69.0 126.0 m/z 41.10  31.25%
27.0 ‘ ‘
H‘\\\U‘\\H‘iH\\\‘\w!‘\‘\HHf\\\ﬁ\p\.\()\‘\\!1‘\\1\\‘“1\-(\)\‘\\!‘\‘HH’HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13233: 2-Hexene, 3,4,4-trimethyl-
97.0
55.0
R \
12.00
5000 m/z 69.10 30.00%
410 69.0
27.0
126.0
H ‘ ‘ \\‘ ! 83\'0 | 11\1'0
| Hy mn L 1
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12974: 4-Octen-3-one — ‘
97.0 12.00
m/z 56.10 20.03%
55.0
5000
41.0 126.0
69.0 g3.0 | 111.0
T T T I e e e e o
miz--> 20 30 40 50 60 70 80 90 100110120130140 12.00

82Y122023S.M Mon Jan 01 ©5:02:58 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 Pentalene, octahydro-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.209 55.60 ug/l 900691  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 91
2 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 58
3 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 58
4 1-Isopropylcyclohex-1-ene 124 C9H16 004292-04-0 58
5 1H-Indene, octahydro- 124 C9H16 000496-10-6 52

Abundance Scan 1704 (12.209 min): VY016882.D\data.ms (-1699) (- m/z 81.10 100.00%
81.1
T —
H 571 ‘ 109.2124.2 12.00 12.50
S— H“ J i J‘J - “J‘ Ll 1402 L, 67.10 0 91.78%
m/z--> 20 80 100 120 140
Abundance #12214. Pentalene, octahydro-2-methyl-
81.0
41.0
5000 —— e
9.0 12.00 12,50
m/z 82.10 47.98%
H 124.0
\\\‘\\\\“h ““H \H\P\ \‘”‘\\‘\‘\“\\‘\\‘!\\\‘\\\
miz--> 20 80 100 120 140
Abundance #12207.1H4ndene,odahydnr,nans—
67.0
= —
12.00 12.50
82.0 9
5000 m/z 96.10 37.96%
41.0 124.0
o | | S0
m/z--> 20 40 60 80 100 120 140
Abundance #12149: Bicyclo[3.3.1]Jnonane T —
81.0 12.00 12.50
124.0 m/z 41.10 23.82%
41.0
5000 96.0
mlz--> 20 40 0 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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 Cyclopentane, 1,2-dimethyl-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.812 50.64 ug/l 992153  1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 62
2 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 53
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 49
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 49
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 47
Abundance Scan 1803 (12.812 min): VY016882.D\data.ms (-1796) (-  m/z 97.10 100.00%
55.1 97.1
5000
140.2 T U
‘ 12.50 13.00
MW‘H‘M m‘“!m b AT59 2070y ss.10 97.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55.0
97.0
5000 — ——
12.50 13.00
m/z 69.10  43.66%
29.0 ‘ ‘
\\\‘\U\\““\\\““\‘“\\“h\\ “\\‘\\‘\‘\1\4\.?\.\0\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7170: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis)
97.0
— ——
12.50 13.00
5000 420 69.0 m/z 41.10  43.29%
/\M\J\/J\MN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl- — —
55.0 97.0 12.50 13.00
m/z 96.10 32.18%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122723\
Data File : VY016882.D

Acqg On : 27 Dec 2023 16:57
Operator : SY/MD

Sample : 06031-03

Misc : 5.74g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122023S.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|
Cycloheptane, m... 10.355 52.5 ug/l 850322 3 11.496 810043 50.0
Cyclohexane, 1,... 10.526 49.8 ug/l 806346 3 11.496 810043 50.0
Cyclohexane, 1,... 10.618 64.2 wug/l 1039920 3 11.496 810043 50.0
Cyclohexane, et... 11.044 46.4 ug/l 751924 3 11.496 810043 50.0
Cyclohexane, 1,... 11.099 85.8 ug/l 1390770 3 11.496 810043 50.0
Cyclohexane, 1,... 11.300 67.8 ug/l 1098900 3 11.496 810043 50.0
1-Ethyl-4-methy... 11.745 63.5 ug/l 1028660 3 11.496 810043 50.0
2-Hexene, 3,4,4... 12.008 71.8 ug/l 1163350 3 11.496 810043 50.0
Pentalene, octa... 12.209 55.6 ug/l 900691 3 11.496 810043 50.0
Cyclopentane, 1... 12.812 50.6 ug/l 992153 4 13.434 979625 50.0
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