LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VWO19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO81821SMA.M
Title : SFAMO1.0

Signal : TIC: VWO19891.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.361 69 75 85 rvB 119510 225333 14.92% 1.411%
2 2.897 156 163 178 rVvV 86648 217213 14.38% 1.360%
3 3.038 179 186 201 rVB 25680 70322 4.66%  0.440%
4 3,288 225 227 229 rBV2 336 333  0.02% 0.002%
5 3.312 229 231 235 rVvB2 529 484 0.03% 0.003%
6 3.391 239 244 251 rVB5S 1615 3986 0.26% 0.025%
7 3.531 261 267 269 rBV 285 581 0.04% 0.004%
8 3.592 274 277 279 rVB3 320 321  0.02% 0.002%
9 3.617 279 281 284 rBV2 305 427 0.03% 0.003%
106 3.678 289 291 293 rBV2 381 375 0.02% 0.002%
11  3.733 296 300 303 rBvV3 377 497 0.03% 0.003%
12 3.855 318 320 323 rBv2 269 266 0.02% 0.002%
13  4.019 335 347 359 rBV2 178863 519099 34.36%  3.251%
14 4.379 400 406 407 rBv2 1528 2300 0.15% 0.014%
15 4.909 476 493 514 rBvV4 42527 176888 11.71% 1.108%
16 5.159 532 534 537 rVB2 382 357 0.02% 0.002%
17 5.184 537 538 540 rBV 272 264 0.02% 0.002%
18 5.214 540 543 544 rVB2 416 318 0.02% 0.002%
19 5.434 569 579 589 rBv4 4405 15248 1.01% 0.095%
20 5.653 610 615 616 rVB 285 273 0.02% 0.002%
21 5.696 618 622 626 rBV 275 327 0.02% 0.002%
22 5.751 628 631 632 rvv2 385 387 0.03% 0.002%
23 5.775 633 635 637 rW 818 1087 0.07% 0.007%
24 5.799 637 639 645 rVB 1078 1496 0.10% 0.009%
25 5.946 654 663 671 rBV5 3768 11248 0.74% 0.070%
26 6.311 721 723 726 rVB2 324 326 0.02% 0.002%
27 6.720 777 790 803 rBV2 15633 56487 3.74% 0.354%
28 6.872 805 815 829 rBV3 33600 108035 7.15% 0.677%
29 7.080 840 849 857 rBvV 25864 70645 4.68% 0.442%
30 7.299 883 885 886 rBV 283 262 0.02% 0.002%
31 7.543 919 925 926 rBvV3 710 1035 0.97% 0.006%
32 7.653 932 943 966 rBV 237860 646150 42.78% 4.047%
33 7.951 986 992 997 rBV5 5659 13128 0.87% 0.082%
34 8.037 997 1006 1020 rVB 189902 488946 32.37% 3.062%
35 8.226 1025 1037 1040 rBV 208123 521314 34.51%  3.265%

36 8.275 1040 1045 1060 rVB2 487347 1397186 92.49%  8.751%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VWO19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO81821SMA.M
Title : SFAMO1.0
37 8.421 1060 1069 1076 rBV 80531 199310 13.19%  1.248%
38 8.579 1090 1095 1105 rVB6 4292 9261 ©0.61% 0.058%
39 8.695 1109 1114 1118 rBV3 759 1362 0.09% 0.009%
40 8.841 1129 1138 1149 rW 563128 1082666 71.67% 6.781%
41  9.030 1165 1169 1170 rBV 521 586 0.04% 0.004%
42 9.073 1172 1176 1182 rVV5 2157 4235 0.28% 0.027%
43 9.152 1182 1189 1194 rVB 6505 13321 0.88% 0.083%
44  9.299 1199 1213 1223 rBV2 461717 1510576 100.00%  9.461%
45  9.384 1223 1227 1234 rVB 47190 88471 5.86% ©.554%
46 9.469 1234 1241 1252 rVB2 5873 12540 0.83% 0.079%
47 9.610 1252 1264 1277 rVB 323835 655478 43.39%  4.105%
48 9.756 1281 1288 1299 rVB2 24663 51561 3.41% 0.323%
49 9.902 1299 1312 1315 rBV2 34258 77275 5.12% 0.484%
50 9.945 1315 1319 1326 rVB 56087 101684 6.73% 0.637%
51 10.036 1326 1334 1337 rBV 157878 277285 18.36% 1.737%
52 10.079 1337 1341 1348 rVB 156820 293605 19.44% 1.839%
53 10.213 1356 1363 1365 rBV2 42079 75150 4.97% 0.471%
54 10.323 1374 1381 1397 rBV 703204 1361698 90.14% 8.528%
55 10.488 1398 1408 1417 rVB 171873 362130 23.97%  2.268%
56 10.579 1417 1423 1427 rBv2 97841 192739 12.76% 1.207%
57 10.622 1427 1430 1433 rW 72298 118941 7.87% 0.745%
58 10.664 1433 1437 1446 rVB 159248 277641 18.38% 1.739%
59 10.762 1446 1453 1457 rBV 76162 143279 9.49% 0.897%
60 10.811 1458 1461 1465 rVvVv 23008 34794 2.30% 0.218%
61 10.847 1465 1467 1471 rVB3 9742 12976 0.86% 0.081%
62 10.926 1471 1480 1490 rBV2 87109 187269 12.40% 1.173%
63 11.030 1492 1497 1501 rBV3 10506 18737 1.24% 0.117%
64 11.115 1506 1511 1512 rBV2 13779 18981 1.26% 0.119%
65 11.146 1512 1516 1522 rVVv2 43688 74956 4.96% 0.469%
66 11.231 1522 1530 1535 rW 222267 400191 26.49% 2.506%
67 11.286 1535 1539 1543 rVV2 43778 75959 5.03% 0.476%
68 11.329 1543 1546 1552 rVB4 35349 59409 3.93% 0.372%
69 11.439 1558 1564 1572 rVB 49372 94191 6.24% 0.590%
70 11.518 1572 1577 1580 rBV6 3435 7283 0.48% 0.046%
71 11.634 1589 1596 1605 rBV 660228 1129293 74.76% 7.073%
72 11.768 1614 1618 1622 rVB2 24861 33706 2.23% 0.211%
73 11.817 1622 1626 1630 rVV5 9185 19297 1.28% 0.121%
74 11.884 1631 1637 1647 rVB5 52524 160155 10.60% 1.003%
75 11.975 1647 1652 1657 rBV7 12346 21222 1.40% 0.133%
76 12.042 1657 1663 1671 rVB 29620 54167 3.59% 0.339%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VWO19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO81821SMA.M
Title : SFAM@1.0
77 12.140 1671 1679 1684 rBvV4 30793 73845 4.89% 0.462%
78 12.201 1685 1689 1700 rVBS 20552 57012 3.77% ©.357%
79 12.304 1700 1706 1707 rBV3 10145 16252 1.08% 0.102%
80 12.341 1707 1712 1721 rVB7 19815 50845 3.37% 0.318%
81 12.609 1751 1756 1762 rVBS 7817 18022 1.19% ©.113%
82 12.694 1762 1770 1776 rBV 183581 309823 20.51% 1.940%
83 12.780 1779 1784 1790 rVB3 23676 42716 2.83% 0.268%
84 12.859 1792 1797 1803 rBV7 4864 11795 ©.78% 0.074%
85 13.079 1830 1833 1837 rVBS 3676 5056 ©0.33% 0.032%
86 13.200 1844 1853 1858 rBV6 9406 21519 1.42% 0.135%
87 13.255 1858 1862 1865 rBv4 3989 6457 0.43% 0.040%
88 13.560 1905 1912 1926 rBV 462131 772259 51.12% 4.837%
89 13.853 1953 1960 1969 rBV 350469 588147 38.94% 3.684%
90 14.066 1990 1995 2005 rBV 16653 34325 2.27% ©0.215%
91 14.261 2024 2027 2033 rVB8 4326 8039 ©.53% 0.050%
92 14.341 2033 2040 2044 rBV3 7358 17373 1.15% 0.109%
93 14.389 2044 2048 2059 rVB3 5849 13827 0.92% 0.087%
94 14.804 2110 2116 2120 rBV8 3684 8116 ©.54% 0.051%
95 14.920 2133 2135 2138 rBvV4 1404 1944 0.13% 0.012%
96 15.054 2152 2157 2161 rBV8 3215 6311 0.42% 0.040%
97 15.316 2197 2200 2205 rBVS5 4245 5987 0.40% ©.037%
98 15.487 2224 2228 2237 rVB 8923 18781 1.24% 0.118%
99 15.724 2263 2267 2275 rBV1e 2570 6094 0.40% 0.038%
100 15.798 2275 2279 2286 rVB1e 3060 5840 ©0.39% 0.037%
Sum of corrected areas: 15966709
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\

: VWe19891.D

: 25 Aug 2021 10:48

: SY/VA

: M3526-05

: 2.46g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

OnSESS
600000
500000
400000
300000
200000

100000

o

Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VW019891.D\data.ms

4.019

2.361
2.897

4.909 ;
3.038 6.726
2BERO3. 4.379 SHERW 5.434 STEIERS.946 6311 -

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 6.80

TIC: VW019891.D\data.ms
10.823 11.634

8.841

8.275
9.299

9.610

7.653

8.037™ 16% gg

8.421

0+

Time-->
Abundance
700000

600000
500000
400000

300000

200000

100000

Time-->

384 BR3P 10.21
7.080 9.758
7.299 7.54 7.951 /\@39695 99EwBS 46
A A ot R R R A S :

—
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
TIC: VW019891.D\data.ms

13.560

13.853

12.694

85013082085 14.06641258889  14.80400R054 15.3165.487 15152208

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_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.038 1.62 ug/L 70322  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 80
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 25
4 Butane, 1l-isocyano- 83 CS5H9N 002769-64-4 12
5 Butane, 1-isocyano- 83 C5HON 002769-64-4 12
Abundance Scan 186 (3.038 min): VW019891.D\data.ms (-179) (-) m/z 43.10 100.00%
43.1
R EEan s
72.0 2.80 3.00 3.20 3.40
ol 1825 40,95 87.42%
m/z--> 0 20 40 60 80 100 120
Abundance #814: Butane, 2-methyl-
43.0
5000 HH“H\‘HH‘HH/}’\\H
2.80 3.00 3.20 3.40
27/0 m/z 42.05 83.33%
‘ ‘ 72.0
O\‘\\\‘\‘\‘\\\‘i}\\‘\|\\‘1\‘\\\\|\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #813: Butane, 2-methyl-
43.0
R RRREEEEEEL
2.80 3.00 3.20 3.40
5000 27.0 m/z 57.10  69.74%
72.0
0 ‘2"9”“‘_‘!H;m“!‘,‘m_m,‘m_m
m/z--> 0 20 40 60 80 100 120
Abundance #752: 3-Buten-1-ol TR A
42.0 2.80 3.00 3.20 3.40
m/z 39.00 35.57%
72.0
0l 26“ e e e
m/z--> 0 20 40 60 80 100 120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.720 1.30 ug/L 56487 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59

Abundance Scan 790 (6.720 min): VW019891.D\data.ms (-777) (-) m/z 57.10 100.00%
1

57.
5000 420 85.1
6.40 6.60 6.80 7.00
98.1 ' : : :
0 ‘H‘mWm‘H‘w‘H“gmm‘uu“:_“72'9“_”“”‘:_”‘ m/z 43.00 51.08%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4485: Pentane, 2,2-dimethyl-
57.0
43.0
5000 H‘HH‘HH‘HH‘\NJ\’
290 85.0 6.40 6.60 6.80 7.00
m/z 85.10 47.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Pentane, 2,2-dimethyl-
57.0
R
43.0 6.40 6.60 6.80 7.00
m/z 41.00 44.62%
5000 85.0
29.0
o ||
71.0
L
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4490: Butane, 2,2,3-trimethyl- ERAREE RS
57.0 6.40 6.60 6.80 7.00
43.0 m/z 56.10 42.83%
85.0
5000
29.0
0 150 ‘\‘ ‘\M \‘ | 7 O | 990 /‘/\
A B R AARAREE R e o RAREEEESE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.872 2.49 ug/L 108035 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 74
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 64

Abundance Scan 815 (6.872 min): VW019891.D\data.ms (-805) (-) m/z 43.10 100.00%

43.1 57.0
5000
85.0

| seo 6.60 6.80 7.00 7.20
et e T m/z 57.05 0 91.07%

100.1
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0

5000 ‘H“‘H“‘H“‘H“‘H
850 6.60 6.80 7.00 7.20

29.0 m/z 41.00 59.61%

I T
TTT ’ \ \ \ \ ‘ TTTT ‘ LI ’ LI ‘ TTTT ‘ TTTT ’ TTTT ‘ T ‘ TTTT ‘ TTTT ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0

57.0 8
660680700720

o

o

20.0 85.0
e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474: Pentane, 2,4-dimethyl- m_m_m_m_m
43.0 6.60 6.80 7.00 7.20

m/z 42.10 32.13%

57.0
5000
27.0 e 0

\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘V\\\‘\\\\

m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.037  11.29 ug/L 488946  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-dimethyl- 100 C7H16 000565-59-3 87
2 Pentane, 3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3 dimethyl- 100 C7H16 000565-59-3 83
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 49

Abundance Scan 1006 (8.037 min): VW019891.D\data.ms (-997) (-) m/z 56.10 100.00%

56.1
43.1
5000 71.1

H | | 850 1001 7.80 8.00 8.20 8.40
e et etllh ol ST IO sz 43,100 67.53%

mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 560
5000

29.0 71.0 7.80 8.00 8.20 8.40
m/z 41.05 60.17%

o | L |80 w00
\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\“\\}’\\\\“\1\\‘\\\\‘\\\\"\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0

7.80 8.00 8.20 8.40

o

o

5000 m/z 57.05  59.27%
I O
Ot e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- mwmwm‘mwm
43.0 56.0 7.80 8.00 8.20 8.40

m/z 71.10 40.89%

71.0
15.0 “ 85.0 /\\
o209 Ul T 100.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48

Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
. SFAM@1.0

TIC Library : C:\Database\NIST20.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 Diisoamyl ether Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.421 4.60 ug/L 199310 1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisoamyl ether 158 C10H220 000544-01-4 78
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 64
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 56
Abundance Scan 1069 (8.421 min): VW019891.D\data.ms (-1060) () m/z 43.05 100.00%
30 70.0
5000 J\\\
91 800820 540560 60
i sso 100 s 84653
(O e e A ARARAREY m/z 70.05 84.65%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #34608: Diisoamyl ether
43.0 70.0
5000
8.00 8.20 8.40 8.60 8.80
29,0 101.0 m/z 71.10 66.67%
O\\\‘\H\‘\\\\‘\\\H“\\\\“L}‘\\‘\S‘%\‘\o‘\\\\}\\\’H\\‘\H\‘\\H‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4466: Pentane, 3-ethyl-
43.0
RERan R
8.00 8.20 8.40 8.60 8.80
5000 71.0 m/z 41.00  33.90%
29.0
o 150 || |, 57O | 850 1000
A e e AaRE=s
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4472: Pentane, 3-ethyl-
43.0 8.00 8.20 8.40 8.60 8.80
m/z 55.10  31.35%
5000 70.0
29.0
oL 10 150 H | ‘\ 30 | 850 1000
T e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48

Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 Oxalic acid, butyl isohexyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

o.384 2.0 ug/l 88471 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59

2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 53
4 2-Butene, 1,4-diethoxy- 144 C8H1602 007250-85-3 53
5 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 53

Abundance Scan 1227 (9 384 min): VW019891.D\data.ms (-1223) (-) m/z 43.10 100.00%

43 83.1
h /\/\j\

‘ 69‘ 114.0 9.00 9.20 9.40 9.60 9.80
0 “NHNNN‘,‘““W““““,““““‘ m/z 85.10  95.81%
miz--> 20 40 60 80 100 120 140
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0
5000 850 ‘\\\\‘\\\\‘\\\\’\\\\‘\\

9.00 9.20 9.40 9.60 9.80
69.0 m/z 57.85 93.65%
o

L7 ‘ . 1030 129.0147.0
L ‘ T ‘ L ’ LI ‘ T T \ ‘ T T ’ T \ L ‘ T \ L
m/z--> 20 40 60 80 100 120 140
Abundance #8637: Hexane, 2,4-dimethyl-

43.0

9.00 9.20 9.40 9.60 9.80

5000 8.0 m/z 41,60 58.77%
27,0
H ‘\ ‘\ I 69H 114.0
0“‘u‘w““““,‘““‘H““‘u,““““‘
miz--> 20 40 60 80 100 120 140
Abundance #61063: Hexane, 1,1'-oxybis-
43.0 9.00 9.20 9.40 9.60 9.80

m/z 56.05 45.41%

85.0
5000
69.0
ol ol VT L 1so 30

m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Cyclic9.610 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.610 15.14 ug/L 655478 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 94
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 74
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72

Abundance Scan 1264 (9.610 min): VW019891.D\data.ms (-1252) () m/z 70.05 100.00%

70.0
55.0
5000
41.0
‘M ‘ 84.1 97.1 112.1 9.50 10.00
o"wm‘,"H‘Hwau‘mwuu et et e m/z 55.05  69.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000
41.0 9.50 10.00

m/z 40.95 27.58%

210 ‘ 112.0
97.0 :
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0

o

55.0 9.50 10.00
5000 m/z 69.05 23.79%
41.0
e \M\ | ‘\ 830 970 1120
O e s e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl-

70.0 9.50 10.00

m/z 42.10 19.32%

55.0
5000
w0 ||| wo o s
0 L 1 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.902 1.78 ug/L 77275 1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 80
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 72
3 Pyrrolidine 71 C4HON 000123-75-1 72
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 72
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 62
Abundance Scan 1312 (9.902 min): VW019891.D\data.ms (-1299) () m/z 43.10 100.00%
431 70.1
5000
57.1 /\ N
850 e =
9.50 10.00
99.1
o,,,1141 m/z 70.10  85.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8630: Heptane, 4-methyl-
43.0
70.0
5000
9.50 10.00
27.0 57.0 m/z 71.10 64.01%
O\\‘H\\’\\\‘}“\\H‘}!}\\‘\‘\‘}‘\’\\\\‘\\\\‘8\?\\0‘\\9\8\’0\\\\l‘]\_\4\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8639: Hexane, 2,3-dimethyl-
43.0 /\ }\
L LU AMAR,
9.50 10.00
5000 70.0 m/z 41.10 44.17%
27.0 57.0
0 T 850 99.0 114.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #692: Pyrrolidine
43.0 950 1000
m/z 55.10 31.74%
70.0
5000
28.0
0 15\0 \“ ‘H\ 56.0 |
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00

SFAMWLMO81821SMA.M Thu Aug 26 16:40:27 2021

Page:

12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.945 2.35 ug/L 101684 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 90
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 90
3 Acetoacetic acid isoamyl ester 172 C9H1603 002308-18-1 78
4 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 58
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 53
Abundance Scan 1319 (9.945 min): VW019891.D\data.ms (-1315) () m/z 43.10 100.00%
70.1
5000 J\
10.00
114.2
oHH_m“ w“ mw lospttt2 m/z 70.10  66.77%
m/z--> 20 40 100 120 140 160
Abundance #8672. Pentane, 3-ethyl-2-methyl-
43.0
70.0
5000
10.00
m/z 41.10 36.98%
RN
\\\\‘\\\\ ’\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 100 120 140 160
Abundance #8673. Pentane, 3-ethyl-2-methyl-
43.0
—
70.0 10.00
5000 m/z 85.10 34.96%
5. 150 M 2.0 1140
“H“‘H e A m I
miz--> 20 40 60 80 100 120 140 160
Abundance #48043: Acetoacetic acid isoamyl ester —
43.0 10.00
70.0 m/z 71.05 31.78%
5000
103.0
AT . 1290 1570 M MA/\
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48

Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
. SFAM@1.0

TIC Library : C:\Database\NIST20.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 11 (DEL) Alkane: Cyclic10.079 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.079 6.78 ug/L 293605 1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 90
2 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 64
3 1-Octene, 7-methyl- 126 C9H18 013151-06-9 59
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 46
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 43

Abundance Scan 1341 (10.079 min): VW019891.D\data.ms (-1337) - m/z 56.00 100.00%
56.0
41.0
5000
70.0 84.0
‘ e ‘
“ H 11121 10.00
O Frrrprrrrprrrr et e M b e 69.10  75.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #7656: Cyclopentane, 1,1,2-trimethyl-

: oo » L1,
41.0
5000

10.00
27.0 0

84.0 55.10  69.11%
|

‘ ‘ 1120
H\J‘-:\g\‘\o\‘H\l‘\\\\’“\\\’\‘} \‘\H‘M\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7545: 1-Heptene, 6-methyl-

56.0

o

41.0 10.00
5000 m/z 41.00 57.40%
70.0
H 97‘-0 112.0
O\H‘uu‘uu‘uupwup\\_\NMH\NM\_HW\HWMHW\HW\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13190: 1-Octene, 7-methyl-
56.0 1000
m/z 57.05 49.80%
5000 410
70.0
) Lo om0 wme |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1000

SFAMWLMO81821SMA.M Thu Aug 26 16:40:29 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 12 (DEL) Alkane: Cyclic1@.213 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.213 1.74 ug/L 75150  1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 83
2 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 43
3 Cyclopentaneacetic acid, ethenyl... 154 C9H1402 045955-66-6 43
4 Cyclopentane, 1,1,3-trimethyl-3-... 166 C12H22 074421-09-3 43
5 1-Pentyne, 3-ethoxy-3-ethyl- 140 C9H160 053966-56-6 38

Abundance Scan 1363 (10.213 min): VW019891.D\data.ms (-1356) m/z 69.10 100.00%

69.1
1111
5000 41.0
M | 84‘1 10.00 10.50
YN R 1 “H“‘ | —— m/z 83.10  95.52%
miz--> 20 40 60 80 100 120 140 160
Abundance  #13295: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0
41.0
111.0
5000 U il -
10.00 10.50
84.0 m/z 111.10 81.70%
0 [T \\"H\ \“i“!“ \“1‘\ \H“‘! LI 1 \:‘LZ\G\O\\ T
miz--> 20 40 60 80 100 120 140 160
Abundance  #13294: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
83.0
41.0 111.0 N e
10.00 10.50
5000 m/z 55.10 59.23%
L 56.0
SICC 20 ) M O I S
miz--> 20 40 60 80 100 120 140 160
Abundance #32182: Cyclopentaneacetic acid, ethenyl ester /&/fAT : L
83.0 10.00 10.50
41.0 m/z 70.00 48.49%
111.0
5000
‘ 67.0
0 ‘ u‘,“l -l A 1260  154.0
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50

SFAMWLMO81821SMA.M Thu Aug 26 16:40:29 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 13 (DEL) Alkane: Cyclic10.488 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.488 8.02 ug/L 362130 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 95
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 91
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 72
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 59

Abundance Scan 1408 (10.488 min): VW019891.D\data.ms (-1398) - m/z 97.05 100.00%
97.0

55.0
5000 69.0
41.1
OFrrrprrrrprrrprer et el e s m/z 55.00 61.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 41.0 69.0 Vavl
10.50
27.0 m/z 69.05 41.44%
112.0
O\\\%ﬂr\o\’\\\‘l“\\\\“’L‘\\\‘\M\‘\‘\\\‘1l\\\\‘8ﬁ'\c\)‘\\11‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
55.0
10.50
5000 69.0 ITI/Z 56.10 33.17%
41.0
27.0 H ‘ | 84.0 112.0
o) S 1N ] A A i e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0 10.50
m/z 41.10 31.06%
5000 410
112.0
27.0 69.0
83.0
O“E%Q,HLM‘JJM‘NJM‘NMHH‘NHM‘N_H‘WHW‘H‘ o
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_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 14 (DEL) Alkane: Cyclic10.664 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.664 6.15 ug/L 277641  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 90
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
4 Cyclohexane, 1,2-dimethyl- (c1s/ 112 C8H16 000583-57-3 87
5 1H-Pyrazole, 4,5-dihydro-3,4,5-t. 112 C6H12N2 022591-95-3 86

Abundance Scan 1437 (10.664 min): VW019891.D\data.ms (-1433) - m/z 97.10 100.00%
97.1

55.1
5000
411 1121 f\
701 T T ‘ T T ‘ \/\
‘ ‘ 830 10.50 11.00
o‘H‘HH‘m‘,‘WNWmm”‘Mmwwwl_wm‘_ m/z 55.10  71.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl-
53.0 97.0
5000 L\ A
41.0 112.0 10.50 11.00
m/z 112.10 34.75%
27.0 ‘ 69.0 g39
O\\\‘lﬁ\o\‘\\\‘\"\\\\“!‘\\\‘\u\‘\‘\\\\H\\\\‘\H\\‘\\‘\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0 [/\j\ //\
‘ , .
1050 11.00
5000 41.0 ITI/Z 41.10 34.65%
112.0
27.0 69.0
T
ol 280 b Ml
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7675: Cyclohexane, 14d|methyl— cis- b —
55.0 97.0 10.50 11.00
m/z 56.10 21.07%
5000 410 112.0
27.0 69.0 g3
om‘HH_HH,"‘M“H_‘:!M‘HHH‘Hww‘l‘wm!www v W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 15 (DEL) Alkane: Cyclic1@.762 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.762 3.17 ug/L 143279  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94

Abundance Scan 1453 (10.762 min): VW019891.D\data.ms (-1446)  m/z 97.05 100.00%
0

55.0 97
5000
79 10.50 11.00
0 w390 1688 4/ 55,00 85.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 anvh A
10.50 11.00
27.0 m/z 41.00  34.15%
O\\\\‘\‘\‘ ‘q !“\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
i —=
10.50 11.00
5000 m/z 112.10  31.75%
27.0
0 : u“ H‘H,q‘
miz-> 20 60 80 100 120 140 160 J\ A ﬂ/\
Abundance #7687: Cyclohexane 1,4-dimethyl-, trans- e R
55.0 97.0 10.50 11.00
m/z 56.05 24.86%
5000
27.0
0! 7. “!H“N““““““““ A ~
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 16 (DEL) Alkane: Cyclic11.146 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.146 1.66 ug/L 74956  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 74
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 74
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 72
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 68
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 58

Abundance Scan 1516 (11.146 min): VW019891.D\data.ms (-1512)  m/z 55.00 100.00%

55.0
97.1
41.0 70.1
5000 83.0
112.1
P -
‘ ‘ 11.00 11.50
o‘H‘HH‘m‘,‘H;MHm‘:Mm‘!“”mhwwl_mim‘_ m/z 97.10  73.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
53.0
97.0
5000 41.0 0.0 83.0 SNV —

m/z 70.10  55.24%

T
‘”\ﬂgﬁ‘”N‘”WL”WH”W”WW”‘JL‘W”lﬁ”‘W”W‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
Y ¥

o

41.0 97.0 11.00 11.50
m/z 41.00 53.99%
5000 70.0 83.0
27.0 112.0
ori0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans) e =
55.0 11.00 11.50
97.0
m/z 56.05 46.61%
5000 41.0
70.0 83.0 112.0
27.0 ‘ ‘
om‘HH_H‘,"H_“H‘M‘H“\_H“melwww Ay LAV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 17 (DEL) Alkane: Cyclic11.231 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.231 8.86 ug/L 400191 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 80

Abundance Scan 1530 (11.231 min): VW019891.D\data.ms (-1522) ( m/z 111.10 100.00%
111.

111
69.0
5000
41.0
VA
| ‘ ‘ 11.00 11.50
Oyl ol 2L 1691 69 65 74.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 I — I
11.00 11.50
m/z 55.10 44.39%
0 15.0 H ““ ‘\‘ \‘\910 .
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
S Y
11.00 11.50
5000 41.0 m/z 41.05 31.96%
0l 150 | ‘\‘\ 1 le10 |
L o e
miz--> 20 40 60 80 100 120 140 160
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- — -
111.0 11.00 11.50
69.0 m/z 56.05 21.77%
5000 41.0
|l “\ J ‘91.0 |
ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 18 (DEL) Alkane: Cyclic11.286 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.286 1.68 ug/L 75959  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 72
2 Cyclooctane, butyl- 168 C12H24 016538-93-5 53
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 50
4 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 50
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 50
Abundance Scan 1539 (11.286 min): VW019891.D\data.ms (-1535) (- m/z 69.05 100.00%
55.0 69.0 1111
97.1
= =
“ ‘ ‘ ‘ . 11.00 11.50
oH_m‘HH_m‘U‘HNJWWHuMHwwu‘m‘Huﬁuw m/z 111.10  94.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0
5000 41.0 LN /k\‘
126.0 11.00 11.50
97.0 m/z 55.00 83.50%
27.0 ‘ 83,0 ‘
O\\‘HH‘H\‘\“HH‘“\H‘\‘\\‘\‘H\‘\“H\‘\‘w‘\\\‘H\\‘H\\‘l\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #43496: Cyclooctane, butyl-
69.0
111.0 e s
55.0 11.00 11.50
5000 m/z 97.10 4.43%
41.0
83.0
G Y
o‘wHH‘HJ!‘HHM1‘H‘ulH‘H“1‘H‘“‘M‘wHmwuwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\
Abundance #43578: Cyclooctane, (1-methylpropyl)- J\ 'PAA
69.0 11 00 11. 50
111.0 ITI/Z 41.00 47 .97%
5000 55.0
41.0
210 | 30 ero
0t el bt e e = s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 19 (DEL) Alkane: Cyclic11.329 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

11.329 1.32 ug/L 59409 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
2 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 50
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 43
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 43
5 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 38

Abundance Scan 1546 (11.329 min): VW019891.D\data.ms (-1543)  m/z 55.05 100.00%

55.0 70.1
97.1
41.1
5000
= T
‘ ‘ 1 M 126.1 11.00 11.50
O‘W‘Hw‘uw‘uu‘mq‘lhﬂﬁl‘Hwkuwbmwwu‘pu‘_ﬂ‘wu m/z 70.10 90.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 7Q.0
41.0
5000 I s
11.00 11.50
m/z 97.10 69.33%
o /
OH‘HH‘H\l‘\\\\}\‘\\\“\u ‘\‘H\w ‘HH‘H-H‘H\!‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0 A
A At
97.0 - R
11.00 11.50
5000 41.0 m/z 56.05 66.35%
70.0
27.0 ‘ 12
bl M A | 00
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3805: Cyclopentane, 1,3-dimethyl- — ==
70.0 11.00 11.50
55.0 o
41.0 m/z 84.05 63.00%
5000
27.0
98.0
0 WAL , M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 20 (DEL) Alkane: Cyclic11.439 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.439 2.09 ug/L 94191 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 81

Abundance Scan 1564 (11.439 min): VW019891.D\data.ms (-1558) ( m/z 111.10 100.00%

69.1 111.1
55.0
5000 41.0
126.2 /\
[T W
O bl st Ml il 96.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
55.0
41.0
5000
27.0 126.0 ll 50
64.58%
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
11 50
41.0 126.0
27.0 83.0
obrrgrrrgre bbbl ety e ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,
69.0 111.0 ll 50
55.0 m/z 126.20 29.34%
41.0
5000
27.0
126.0
84.0 ‘
VT B S 1 0 | N M/k‘ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 21 Bicyclo[3.2.1]octane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.884 3.55 ug/L 160155 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 64
2 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 58
3 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 55
4 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 49
5 5-Heptenal, 2,6-dimethyl- 140 C9H160 000106-72-9 46

Abundance Scan 1637 (11.884 min): VW019891.D\data.ms (-1631) m/z 67.00 100.00%

67.0
5000 1111
— 1
| | | 1469 1910 1150 1200
0 A Les LY 2820wz 82,10 89.15%
miz--> 50 100 150 200 250
Abundance #6695: Bicyclo[3.2.1]octane
67.0
5000 T A
27.0 110.0 11.50 12.00
m/z 81.10 70.45%
O T \‘H\ ‘1‘ ihH‘\“\ \“ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #6699: Bicyclo[3.2.1]octane
67.0
= e
11.50 12.00
m/z 69.10 69.91%
5000 110.0 /
ok ‘M‘w‘h‘ —_ —
m/z--> 50 100 150 200 250
Abundance #6694: Bicyclo[2.2.2]octane o e
67.0 11.50 12.00
m/z 55.10 66.61%
110.0
5000
ZTO‘
O“““‘l‘}“Hw‘h‘“““‘ e Al Eaa
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 22 (DEL) Alkane: Cyclicl2.140 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.140 1.63 ug/L 73845  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 64
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 59
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 58
5 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 58

Abundance Scan 1679 (12.140 min): VW019891. D\data ms (-1671) (- m/z 97.10 100.00%
97.

55.0
5000 iio 69.0
126.2 — 71 1
‘ | ‘ ‘ 83.0 1109 12.00 12.50
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Abundance #13243: trans-1,3-Diethylcyclopentane
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5000 41.0 ‘506 ‘2‘6
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Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
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) ) e
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Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- — ——
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0 ‘ “ il \‘ u‘\ M , / —

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 23 1-Ethyl-5-methylcyclopentene Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
12.201 1.26 ug/L 57012 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 50
2 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 45
3 2-Nonyne 124 C9H16 019447-29-1 43
4 1,4-Cyclohexanedimethanol 144 C8H1602 000105-08-8 38
5 2-Nonyne 124 C9H16 019447-29-1 37

Abundance Scan 1689 (12.201 min): VW019891.D\data.ms (-1685) (- m/z 81.05 100.00%

81.0 95.0
5000
67.0
R =
41"0 | 109.1 124.0 12.00 12.50
Obrrrrrrrerer bbbl Ll w2 9s.e5  95.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6762: 1-Ethyl-5-methylcyclopentene
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\
Data File : VW@19891.D

Acqg On : 25 Aug 2021 10:48
Operator : SY/VA

Sample : M3526-05

Misc : 2.46g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.780 1.38 ug/L 42716  1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 60
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 60
3 Cyclopentane, pentyl- 140 C1eH20 003741-00-2 55
4 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 49
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 49

Abundance Scan 1784 (12.780 min): VW019891.D\data.ms (-1779) - m/z 69.05 100.00%
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Data
Data
Acq

Operator
Sample

Misc
ALS

Quant Method :

Quan

TIC

Path :
File
On

Tentatively Identified Compound (LSC) summary

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82521\

: VWe19891.D

: 25 Aug 2021 10:48
: SY/VA

: M3526-05

: 2.46g/10mL/MSVOA_W/SOIL

Vial

t Title

Library

: 1 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMNLMO81821SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 3.038 1.6 ug/L 70322 1 8.841 1082670 25.0
(DEL) Alkane: S.. 6.720 1.3 ug/L 56487 1 8.841 1082670 25.0
(DEL) Alkane: S.. 6.872 2.5 ug/L 108035 1 8.841 1082670 25.0
(DEL) Alkane: S.. 8.037 11.3 wug/L 488946 1 8.841 1082670 25.0
Diisoamyl ether 8.421 4.6 ug/L 199310 1 8.841 1082670 25.0
Oxalic acid, bu... 9.384 2.0 ug/L 88471 1 8.841 1082670 25.0
(DEL) Alkane: C... 9.610 15.1 ug/L 655478 1 8.841 1082670 25.0
(DEL) Alkane: S.. 9.902 1.8 ug/L 77275 1 8.841 1082670 25.0
(DEL) Alkane: S.. 9.945 2.4 ug/L 101684 1 8.841 1082670 25.0
(DEL) Alkane: C.. 10.079 6.8 ug/L 293605 1 8.841 1082670 25.0
(DEL) Alkane: C.. 10.213 1.7 ug/L 75150 1  8.841 1082670 25.0
(DEL) Alkane: C.. 10.488 8.0 wug/L 362130 2 11.634 1129290 25.0
(DEL) Alkane: C.. 10.664 6.2 ug/L 277641 2 11.634 1129290 25.0
(DEL) Alkane: C.. 10.762 3.2 wug/L 143279 2 11.634 1129290 25.0
(DEL) Alkane: C.. 11.146 1.7 ug/L 74956 2 11.634 1129290 25.0
(DEL) Alkane: C.. 11.231 8.9 wug/L 400191 2 11.634 1129290 25.0
(DEL) Alkane: C.. 11.286 1.7 ug/L 75959 2 11.634 1129290 25.0
(DEL) Alkane: C.. 11.329 1.3 ug/L 59409 2 11.634 1129290 25.0
(DEL) Alkane: C... 11.439 2.1 ug/L 94191 2 11.634 1129290 25.0
Bicyclo[3.2.1]o... 11.884 3.5 ug/L 160155 2 11.634 1129290 25.0
(DEL) Alkane: C... 12.140 1.6 ug/L 73845 2 11.634 112929 25.0
1-Ethyl-5-methy... 12.201 1.3 ug/L 57012 2 11.634 1129290 25.0
(DEL) Alkane: S... 12.780 1.4 ug/L 42716 3 13.560 772259 25.0

| --Internal Standard---|
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