LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

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\82Y090922S.M

Title : SW846 8260

Signal : TIC: VY@10456.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.211 60 64 73 rVB2 8479 16232 1.36% 0.070%
2 3.942 339 348 362 rBvV 21786 62458 5.25% 0.270%
3 4.186 378 388 401 rVB 26751 73173 6.15% 0.317%
4 A4.698 462 472 487 rBV2 19506 61910 5.20% ©0.268%
5 6.972 830 845 868 rBV 78025 246467 20.71% 1.066%
6 7.710 957 966 972 rBV2 128249 306505 25.76% 1.326%
7 7.783 972 978 987 rVW 242521 536459 45.08% 2.321%
8 7.868 987 992 1001 rVB4 6364 15371 1.29% 0.067%
9 8.130 1024 1035 1047 rVB2 155656 416347 34.99% 1.801%
10 8.265 1050 1057 1064 rVVe6 8566 22568 1.90% 0.098%
11  8.411 1075 1081 1091 rVB3 11001 25855 2.17% 0.112%
12 8.685 1116 1126 1137 rBV 360794 711272 59.77% 3.077%
13 9.179 1193 1207 1213 rBV 103247 250348 21.04% 1.083%
14  9.234 1213 1216 1223 rVB 12006 21517 1.81% 0.093%
15 9.362 1230 1237 1243 rVB2 10755 21091 1.77% 0.091%
16 9.453 1243 1252 1259 rVB4 12506 31561 2.65% 0.137%
17 9.600 1271 1276 1282 rVB3 11605 21280 1.79% 0.092%
18 9.703 1287 1293 1298 rBvV2 16115 30255 2.54% 0.131%
19 9.813 1305 1311 1315 rVV3 11243 21924 1.84% 0.095%
20 9.935 1324 1331 1336 rBV3 13142 35657 3.00% 0.154%
21  9.984 1336 1339 1345 rVB2 12063 21041 1.77% 0.091%
22 10.057 1345 1351 1355 rBV3 14980 31464 2.64% 0.136%
23 10.173 1363 1370 1385 rBV 651878 1190066 100.00% 5.149%
24 10.295 1385 1390 1393 rVWW4 13674 25748 2.16% 0.111%
25 10.368 1393 1402 1409 rVB4 40214 121630 10.22% 0.526%
26 10.514 1422 1426 1433 rVB2 40969 70682 5.94% 0.306%
27 10.606 1433 1441 1448 rBV4 50932 121841 10.24% ©.527%
28 10.709 1453 1458 1463 rVB3 18283 33192 2.79% 0.144%
29 10.801 1463 1473 1477 rBV 53292 94637 7.95% 0.409%
30 10.904 1485 1490 1495 rVV 24184 45597 3.83% 0.197%
31 10.965 1495 1500 1502 rvv3 33589 54801 4.60% 0.237%
32 10.996 1502 1505 1508 rvv 40344 69256 5.82% 0.300%
33 11.032 1508 1511 1516 rVV 71121 110730 9.30% 0.479%
34 11.087 1516 1520 1525 rVB 57439 93406 7.85% 0.404%
35 11.142 1525 1529 1534 rBV2 17057 25048 2.10% 0.108%
36 11.197 1534 1538 1543 rVB3 28465 48780 4.10% 0.211%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

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\82Y090922S.M
Title : SW846 8260
37 11.288 1547 1553 1563 rVB7 46838 137510 11.55% ©.595%
38 11.380 1563 1568 1579 rBV2 52488 129121 10.85% ©.559%
39 11.490 1579 1586 1592 rBV 527559 878174 73.79% 3.800%
40 11.624 1604 1608 1611 rVV2 21468 31244 2.63% 0.135%
41 11.673 1611 1616 1620 rVv4 51288 105179 8.84% 0.455%
42 11.734 1620 1626 1630 rVVv2 68109 132864 11.16% 0.575%
43 11.776 1630 1633 1638 rVB2 58009 91289 7.67% ©.395%
44 11.831 1638 1642 1646 rBV6 10550 21993 1.85% 0.095%
45 11.892 1646 1652 1655 rBV3 23360 41733  3.51% 0.181%
46 11.935 1655 1659 1663 rBV3 19811 30835 2.59% 0.133%
47 12.002 1663 1670 1676 rBV3 106550 245798 20.65% 1.063%
48 12.057 1676 1679 1682 rVB3 22142 23915 2.01% 0.103%
49 12.118 1682 1689 1694 rVB 143169 221155 18.58% 0.957%
50 12.197 1694 1702 1705 rBV4 62385 125852 10.58% 0.545%
51 12.240 1705 1709 1714 rVB3 153329 259254 21.78% 1.122%
52 12.374 1728 1731 1735 rBV5 22211 35202 2.96% 0.152%
53 12.477 1743 1748 1753 rBV 449968 717757 60.31% 3.106%
54 12.569 1758 1763 1767 rVV5 47139 95408 8.02% 0.413%
55 12.642 1771 1775 1783 rVB5 71951 146000 12.27% 0.632%
56 12.727 1783 1789 1791 rBv4 38926 83104 6.98% 0.360%
57 12.806 1795 1802 1807 rVV4 206841 493176 41.44%  2.134%
58 12.855 1807 1810 1815 rvB4 86119 135921 11.42% ©.588%
59 12.947 1821 1825 1828 rBv4 50829 70626 5.93% 0.306%
60 13.002 1828 1834 1836 rBV5 62659 111054 9.33% 0.480%
61 13.038 1836 1840 1846 rVB 203404 307628 25.85% 1.331%
62 13.130 1848 1855 1858 rBV5 38498 74737 6.28% 0.323%
63 13.166 1858 1861 1865 rVB2 53899 72678 6.11% 0.314%
64 13.221 1866 1870 1872 rBV 60307 87793 7.38% 0.380%
65 13.312 1878 1885 1890 rBV3 216991 430025 36.13% 1.861%
66 13.422 1896 1903 1912 rVB 513973 858281 72.12% 3.714%
67 13.593 1928 1931 1941 rVB3 94362 219283 18.43% 0.949%
68 13.697 1944 1948 1951 rVWV 57919 82814 6.96% 0.358%
69 13.745 1951 1956 1961 rVV2 245075 463196 38.92% 2.004%
70 13.794 1961 1964 1968 rVVv2 117378 184733 15.52% 0.799%
71 13.849 1968 1973 1978 rVV6 72310 183584 15.43% 0.794%
72 13.910 1979 1983 1988 rVVeé 90690 220564 18.53% 0.954%
73 13.971 1988 1993 1997 rVV 270953 483465 40.63% 2.092%
74 14.014 1997 2000 2005 rVB3 120900 194048 16.31% ©0.840%
75 14.081 2005 2011 2016 rBV 294965 465264 39.10% 2.013%
76 14.142 2017 2021 2027 rVB7 61996 111570 9.38% 0.483%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

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\82Y090922S.M
Title : SW846 8260
77 14.196 2027 2030 2033 rBV5 30171 41028 3.45% 0.178%
78 14.264 2033 2041 2055 rVB8 237676 772893 64.95%  3.344%
79 14.379 2056 2060 2063 rBV2 78133 106934 8.99% 0.463%
80 14.416 2063 2066 2069 rBV3 49370 59510 5.00% 0.257%
81 14.562 2086 2090 2095 rBV3 149818 280842 23.60% 1.215%
82 14.611 2095 2098 2102 rVV2 115074 157821 13.26% 0.683%
83 14.678 2104 2109 2114 rVV3 546944 1066244 89.60% 4.613%
84 14.727 2114 2117 2124 rVB2 374327 589630 49.55% 2.551%
85 14.940 2147 2152 2156 rVB2 264962 439121 36.90% 1.900%
86 14.983 2156 2159 2161 rW 62114 87528 7.35% 0.379%
87 15.056 2165 2171 2176 rVV2 360059 721048 60.59% 3.120%
88 15.111 2178 2180 2182 rVV2 129449 162832 13.68% 0.705%
89 15.141 2183 2185 2190 rVB 167734 214406 18.02% 0.928%
90 15.208 2191 2196 2205 rBV3 260611 439849 36.96% 1.903%
91 15.337 2212 2217 2222 rBV5 137990 290945 24.45%  1.259%
92 15.391 2223 2226 2230 rVB2 116096 175215 14.72% 0.758%
93 15.526 2241 2248 2255 rBV5 233217 696645 58.54% 3.014%
94 15.605 2256 2261 2266 rVB4 198577 377916 31.76% 1.635%
95 15.690 2267 2275 2284 rBv4 211078 652400 54.82% 2.823%
96 15.879 2301 2306 2312 rVB4 163382 354463 29.79% 1.534%
97 16.032 2325 2331 2335 rBV3 228311 444135 37.32% 1.922%
98 16.080 2335 2339 2346 rVB5 198211 386193 32.45% 1.671%
99 16.153 2347 2351 2356 rBV 198595 336452 28.27% 1.456%
100 16.470 2399 2403 2408 rBV4 183822 368151 30.94% 1.593%

Sum of corrected areas: 23112197
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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\VY091322\

: VY010456.D

: 13 Sep 2022 14:12

: KP/MD

: N4550-01

: 2.22g/5.0mL/MSVOA_Y/SOIL
: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

0
Time-->

TIC: VY010456.D\data.ms

2.211 3.942 4.186 4.698

N
LI L L B L L L L L L L L L L L L L L L L L B L L L A B N B

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

600000

500000

400000

300000

200000

100000

TIC: VY010456.D\data.ms
10.173

11.490

8.685

7.783

8.130

9.179

10.368:
k .868 8./2\5/32;1\11 23)4%259 GB(WQS 10.2 J\

0
Time-->

i L B e e e A e S ey — B e ] —T I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11.50

Abundance

600000

500000

400000

300000

200000

100000

TIC: VY010456.D\data.ms
14.678

13.422

14.727 15.056

12.477
14.940 15208 15

081
13.8H
13312 13.745 14.264 14193381

13.038
12.806 1, 52
12.240 ‘
12.118
12 853002
1200 a7 37 42 % ’P‘
é 0 N . 1428 we 727

1359 | 14 424

(o= V)
N}

‘ T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 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\VY©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 unknownl2.807 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.807 28.73 ug/l 493176  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 49
2 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 47
3 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 47
4 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 47
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 46
Abundance Scan 1802 (12.806 min): VY010456.D\data.ms (-1795) (- m/z 97.10 100.00%
553.1 97.1
5000
140.0 = -
“ ‘ 12.50 13.00
Obrrrrrrrrllees X781 2071 s 55 1e 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 — e
12.50 13.00
m/z 41.10 53.51%
27.0 ‘ ‘
O \\\‘\H\\‘i‘\\\h“\‘}“\\“H\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #255490: Sulfurous acid, cyclohexylmethyl dodecy! ester
97.0
— ——
12.50 13.00
5000 56.0 m/z 43.10 43.45%
o 20 L by emo wee0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #282964: Sulfurous acid, cyclohexylmethyl tetradecyl est - 7
97.0 12.50 13.00
m/z 69.10 40.90%
5000
55.0
oL 200 | | 1270 1680 197.0
e e e e e e e e — ——
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\VY©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.971  28.16 ug/l 483465  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95

Abundance Scan 1993 (13.971 min): VY010456.D\data.ms (-1988) (- m/z 119.10 100.00%

119.1
5000
91.0
390 | 1480 1030 266.¢ 14-00
O Frrrprrrrtib gl b A bR PR ey m/z 134.00 30.30%
miz--> 20 40 60 80 100120140160 180200220 240 260
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
14.00
91.0

m/z 91.00 15.28%

15.0[51.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0

T
14.00

o

5000 m/z 105.10 10.29%
91.0
51.0 ‘ ‘
Ol‘ﬁ'em“uN‘m‘;‘m“‘_w‘l‘mwmwwwwwwWm_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- P
119.0 14.00

m/z 120.10 10.21%

5000 ‘M/\
39.0 91.0 ‘ /ﬂJ\AM
0 Loy Loyl u\/Lw AW\

e
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 Benzene, (2-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.081 27.10 ug/l 465264  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 86
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83
Abundance Scan 2011 (14.081 min): VY010456.D\data.ms (-2005) (| m/z 117.10 100.00%
117.1
- A/\j\_ A_[\
91.1 LI ‘
39.0 65.0 L‘“ ‘ 14.00
BT A i el gl 1941 2069 0 115, 00 34.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11v.0
5000
91.0 14.00
m/z 132.05 27.29%
39.0 65.0 ‘
O \1\5\.9\‘\\\“\\“\h\“u‘\ T \H‘ T \w\‘m\\\“\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
T \
14.00
5000 m/z 91.10 15.39%
39.0 65.0 910
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane ——
117.0 14.00
m/z 118.10 10.26%
5000
91.0
51.0 ‘ J\
0‘H‘2‘9“9‘H“;”w“l“‘N"H““M!“1“‘Wm‘mwmwm ‘ S
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\VY@91322\
Data File : VY@10456.D

Acqg On : 13 Sep 2022 14:12

Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 4 Cyclohexane, pentyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.264 45.03 ug/l 772893  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 53

Abundance Scan 2041 (14.264 min): VY010456.D\data.ms (-2033) (- m/z 83.10 100.00%
3.1

50007 411
— —
H 154.1 ' 14.00 14.50
ol A 829 ‘,“‘u 1931 281 n/z 82.05 70.20%
miz-> 50 100 150 200 250
Abundance #31433: Cyclohexane, pentyl-
83.0
5000 — —
14.00 14.50
41.0 m/z 55.05 63.63%
‘ 154.0
O T T H\ ‘\“ ““‘\ “H \“ T “]_]\-4\.0\ T " T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #13196: Cyclohexane, propyl-
83.0
— —
14.00 14.50
5000 41.0 m/z 41.10 39.83%

o

126.0
LU U
miz--> 50 100 150 200 250

Abundance #13260: Cyclohexane, (1-methylethyl)- e ——
83.0 14.00 14.50
m/z 67.05 22.82%
50007 410
‘ 126.0
o‘“H‘““”n“‘u“_”‘,‘ e —— ——
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.678 62.12 ug/l 1066240 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 70
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 70
Abundance Scan 2109 (14.678 min): VY010456.D\data.ms (-2104) (| m/z 117.85 100.00%
117.1
- m
o4 gllT 14.50 ;;‘/(k
Y— u‘u‘w“‘l‘h‘m‘w“ AN ul““H‘l‘L‘l?(‘l‘ A781 2069 15 119.05  36.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 = L
14.50 15.00
m/z 132.05 35.80%
390 g50 910 ‘ ‘
0 \\\‘\‘\ T \““H“”\“‘UH”\“‘ T \“\ T “W‘HU‘\‘U‘\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 M
P~ —
14.50 15.00
5000 m/z 115.00 32.21%
91.0
o sto 71?1
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- P —
117.0 14.50 15.00
m/z 97.10 22.50%
5000
390 g5 91.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091322\

: VY010456.D

: 13 Sep 2022 14:12

: KP/MD

: N4550-01

: 2.22g/5.0mL/MSVOA_Y/SOIL
7

hod
le

ry

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.M
: SW846 8260

: 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 Undecane, 2,6-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.727  34.35 ug/1l 589630 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 50
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 49
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 47

Abundance Scan 2117 (14.727 min): VY010456.D\data.ms (-2114) (- | m/z 57.10 100.00%
57.1
5000
119.1
=5 —
85.1 14.50 15.00
148.1
oW‘HAHJMmeWmMmW_HW‘mwu%?ﬁ?_‘u_‘u_u‘_%gﬁf m/z 71.10  46.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 e ——
14.50 15.00
m/z 43.10 45.22%
29.0 98.0
0\’\”‘\\“‘\\\“‘\\H\\‘\‘\\\“‘\\U\‘\\]-\4‘1-\\0\\‘\\\]-\8‘\4.\\0\‘\\\\‘\\\\‘\\\\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
— —
14.50 15.00
5000 ITI/Z 41.10 29.70%
29.0 85.0
b L 20 18501040
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59084: Decane, 2,5,9-trimethyl- — —
57.0 14.50 15.00
m/z 119.05 28.67%
5000
IR
o‘,w‘wwmwm_m_m‘mwwm_Mwwww‘ L e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

82Y090922S.M Wed Sep 14 13:25:23 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.056 42.01 ug/l 721048 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
2 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 C11H14 027087-54-3 87
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 81

Abundance Scan 2171 (15.056 min): VY010456.D\data.ms (-2165) (- m/z 131.05 100.00%

131.1
5000
1o OO ‘ 15.00
0 L8681 2070 28LU n/z 146.05  23.93%
miz—> 20 40 60 80 100120140 160180200220 240260280
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000
15.00
91.0 m/z 133.05 20.53%
20 |4y
O\‘HH‘\\‘\‘\‘m\\\‘\H\“”H\“\‘\‘\\‘\HH\‘HH‘HH‘HH‘HH‘\H\’HH’H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-

%‘

131.0
15.00
5000 m/z 115.00 14.18%
91.0
39.0
AT L I S ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —— ‘
131.0 15.00
m/z 91.00 13.41%
5000
39.0 91.0 ‘
o S RN P 1 —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.525 40.58 ug/l 696645 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 95
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 2248 (15.525 min): VY010456.D\data.ms (-2241) (- m/z 131.05 100.00%
131.1
5000
41\1 | 69\1 oo n 542 1963 1550
Ol vk | MW”‘ w‘:u umwh | M i e | m/z 146.85  33.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
5000 A /
15.50
m/z 41.10 15.82%
9.0
190 \‘ 1530 91 ° bl |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘i\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
R \
15.50
5000 m/z 69.10 15.75%
so 650 0 J\WVW
bbb e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- —— ‘
131.0 15.50
m/z 115.00 15.19%
) w
9.0 1
630
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©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.690  38.01 ug/l 652400 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 95
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81

Abundance Scan 2275 (15.690 min): VY010456.D\data.ms (-2267) (- m/z 131.05 100.00%

1311
5000
97.1
=

55.1 15.50 16.00
160.1182.2
) SR PO :WH‘M‘M‘_‘MWWEQ‘?? m/z 146.00  32.59%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0

5000 A AL
15.50 16.00

m/z 97.10  28.40%

0 91.0
63.0
O\\J-\S\‘O\‘\\\“\\‘\‘\‘m\‘\\"\\\\‘\\\hh‘\\UM\\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0

T
15.50 16.00

5000 m/z 115.00 15.72%
15.0 39.0 63.0 910 ‘ ‘
0‘H““‘H“\"\‘{\“\}\‘\H\’H““‘le"\UJJHH‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — —
131.0 15.50 16.00

m/z 145.05 15.49%

5000
139.0 650 91.0 |
0 I ‘ hh \M | :

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 1H-Indene, 2,3-dihydro-1,5,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.032  25.87 ug/1 444135  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 50
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 50
3 1H-Indene, 2,3-dihydro-1,1,6-tri... 160 C12H16 014276-95-0 46
4 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 45
Abundance Scan 2331 (16.032 min): VY010456.D\data.ms (-2325) (- m/z 145.00 100.00%
145.0
115.0 VAR :
0 — \ ‘\H‘u\ h H‘H “m HM\\ ‘\‘ — — ‘28‘2-‘- m/z 131.05 60.55%
m/z--> 50 100 150 200 250
Abundance #36248: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl-
145.0
5000 s :
16.00
m/z 69.10 50.56%
2710 770 115?
0 \‘\ ‘\ ‘\‘ “ \H\ ‘\ \‘ ‘\“\ ‘H H ‘ ‘\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
T \
16.00
5000 m/z 68.10 46.06%
150 510 115.0
Y R e O —
m/iz--> 50 100 150 200 250
Abundance #36249: 1H-Indene, 2,3-dihydro-1,1,6-trimethyl- —— ‘
145.0 16.00
m/z 41.10 42.53%
39.0 770 1150
) T Y W —
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91322\
Data File : VY010456.D

Acqg On : 13 Sep 2022 14:12
Operator : KP/MD

Sample : N4550-01

Misc : 2.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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|
unknownl2.807 12.807 28.7 ug/l 493176 4 13.422 858281 50.0
Benzene, 1l-ethy... 13.971 28.2 ug/l 483465 4 13.422 858281 50.0
Benzene, (2-met... 14.081 27.1 wug/l 465264 4 13.422 858281 50.0
Cyclohexane, pe... 14.264 45.0 ug/l 772893 4 13.422 858281 50.0
1H-Indene, 2,3-... 14.678 62.1 ug/l 1066240 4 13.422 858281 50.0
Undecane, 2,6-d... 14.727 34.4 ug/l 589630 4 13.422 858281 50.0
2,2-Dimethylind... 15.056 42.0 ug/l 721048 4 13.422 858281 50.0
1H-Indene, 2,3-... 15.525 40.6 ug/l 696645 4 13.422 858281 50.0
1H-Indene, 2,3-... 15.690 38.0 ug/l 652400 4 13.422 858281 50.0

9 4 0

1H-Indene, 2,3-... 16.032 25. ug/l 444135 13.422 858281 50.
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