LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VWO21428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/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\SFAMWLM120921SMA.M
Title : SFAMO1.0

Signal : TIC: VWO21428.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.983 11 13 22 rVvB2 1975 3327 ©.59% 0.047%
2 2.349 67 73 81 rVB 43040 70344 12.43% 0.996%
3 2.489 90 96 104 rBvV 6479 12912 2.28% 0.183%
4 2.806 143 148 150 rBvV3 482 790 0.14% 0.011%
5 2.879 153 160 171 rVB 23482 51329 9.07% 0.727%
6 3.038 185 186 189 rBV2 402 262 0.05% 0.004%
7 3.111 196 198 199 rVB 215 113  0.02% 0.002%
8 3.129 199 201 202 rBV 174 116 ©0.02% 0.002%
9 3.373 238 241 247 rVB2 264 370 0.07% 0.005%
10 3.458 254 255 259 rVB 103 125 0.02% 0.002%
11 3.678 283 291 296 rBv4 572 1399 0.25% 0.020%
12 3.745 300 302 307 rVB 112 182 0.03% 0.003%
13 4.013 335 346 358 rBvV 39799 120214 21.24% 1.702%
14 4.117 358 363 377 rVB2 2794 7630 1.35% 0.108%
15 4.312 392 395 397 rBV 103 149 0.03% 0.002%
16 4.361 397 403 404 rBV 520 628 0.11% ©.009%
17 4.684 452 456 459 rBB 131 1706 0.03% 0.002%
18 4.732 463 464 467 rBV 96 117 0.02% 0.002%
19 4.909 482 493 504 rBv2 4242 13620 2.41% 0.193%
20 5.677 616 619 622 rBV 145 1706 0.03% 0.002%
21 5.787 629 637 644 rBv2 1038 3139 0.55% 0.044%
22 5.933 654 661 662 rBV2 354 470 0.08% 0.007%
23 6.129 691 693 696 rBV 72 109 0.02% 0.002%
24  6.263 711 715 716 rBB 131 129 0.02% 0.002%
25 6.903 812 820 829 rBV3 1817 5531 ©0.98% 0.078%
26 7.074 840 848 858 rBV 7750 21412 3.78% 0.303%
27 7.250 873 877 879 rBvV2 207 247 0.04% 0.003%
28 7.640 932 941 955 rBB 59468 147803 26.11% 2.093%
29 7.933 987 989 991 rBB 139 116 0.02% 0.002%
30 8.275 1035 1045 1061 rBV2 116098 337724 59.67% 4.782%
31 8.378 1061 1062 1065 rvv2 333 409 0.07% 0.006%
32 8.403 1065 1066 1068 rVvV 398 352 0.06% 0.005%
33  8.427 1068 1070 1072 rVWVW 410 505 ©0.09% 0.007%
34 8.470 1072 1077 1084 rvv2 780 2000 ©0.35% 0.028%
35 8.524 1084 1086 1087 rvv2 406 330 0.06% 0.005%
36 8.543 1087 1089 1097 rvv2 432 988 0.17% 0.014%

SFAMWLM120921SMA.M Fri Dec 24 ©5:13:35 2021 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VWO21428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/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\SFAMWLM120921SMA.M
Title : SFAMO1.0
37 8.598 1097 1098 1100 rvVv 172 141 0.02% 0.002%
38 8.701 1111 1115 1116 rBV 317 316 ©0.06% 0.004%
39 8.713 1116 1117 1119 rVB 253 180 0.03% 0.003%
40 8.841 1128 1138 1149 rBV 125418 245397 43.35% 3.475%
41  9.067 1170 1175 1179 rBB 474 708 0.13% 0.010%
42 9.116 1179 1182 1183 rBB 131 110 0.02% 0.002%
43 9.268 1200 1208 1222 rBV 76592 154732 27.34% 2.191%
44  9.390 1222 1228 1240 rVB6 1232 4159 0.73% 0.059%
45 9.573 1252 1258 1260 rBB2 205 277 0.05% ©0.004%
46 9.665 1269 1273 1276 rBB 278 306 0.05% 0.004%
47 9.756 1281 1288 1293 rBB 752 1449 0.26% 0.021%
48 9.890 1306 1310 1315 rBB2 975 1656 ©0.29% 0.023%
49 9.951 1316 1320 1322 rBB2 126 115 0.02% 0.002%
50 10.030 1325 1333 1346 rBV 39771 71638 12.66% 1.014%
51 10.128 1348 1349 1352 rVB 152 130 0.02% 0.002%
52 10.213 1357 1363 1364 rBvV3 2035 3380 0.60% 0.048%
53 10.244 1364 1368 1373 rvv3 4962 9255 1.64% 0.131%
54 10.323 1373 1381 1388 rVW 177589 310907 54.93% 4.403%
55 10.384 1388 1391 1397 rVvB3 2660 3967 0.70% 0.056%
56 10.500 1403 1410 1416 rBB4 519 1169 0.21% 0.017%
57 10.573 1416 1422 1434 rBV 24540 42461 7.50% 0.601%
58 10.701 1438 1443 1448 rBB 1035 1325 0.23% 0.019%
59 10.768 1448 1454 1459 rBv4 4655 8632 1.53% 0.122%
60 10.841 1460 1466 1473 rVB 16752 30677 5.42% 0.434%
61 10.926 1473 1480 1488 rBV2 59254 111138 19.64% 1.574%
62 11.036 1491 1498 1506 rBV 39544 90442 15.98% 1.281%
63 11.109 1506 1510 1519 rVB2 11781 24232 4.28% 0.343%
64 11.225 1520 1529 1534 rBV3 9476 17214 3.04%  0.244%
65 11.280 1534 1538 1541 rVB5 1336 2026 0.36% 0.029%
66 11.335 1542 1547 1550 rBV2 13404 21414 3.78% 0.303%
67 11.378 1550 1554 1560 rVB2 27672 47032 8.31% 0.666%
68 11.432 1560 1563 1570 rVB3 6055 9566 1.69% 0.135%
69 11.500 1570 1574 1579 rBV 11144 17302 3.06% 0.245%
70 11.542 1579 1581 1585 rVB3 2149 2296 0.41% 0.033%
71 11.628 1585 1595 1602 rBV 191223 352283 62.24%  4.989%
72 11.823 1620 1627 1631 rBV2 22855 49094 8.67% 0.695%
73 11.871 1631 1635 1639 rVB2 23133 37228 6.58% 0.527%
74 11.975 1647 1652 1653 rBvV2 10921 15459 2.73% 0.219%
75 12.067 1663 1667 1670 rBV 9167 12449 2.20% 0.176%

76 12.127 1670 1677 1684 rBV5 65471 167577 29.61% 2.373%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VWO21428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/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\SFAMWLM120921SMA.M
Title : SFAMO1.0
77 12.249 1693 1697 1702 rVB 82265 125031 22.09% 1.771%
78 12.329 1702 1710 1712 rBV4 57359 114711 20.27% 1.624%
79 12.451 1725 1730 1737 rBV4 46029 111594 19.72% 1.580%
80 12.591 1749 1753 1754 rBV 20893 26666 4.71% 0.378%
81 12.694 1762 1770 1774 rBV3 98776 231617 40.92%  3.280%
82 12.774 1780 1783 1790 rVB2 152797 273214 48.27% 3.869%
83 12.859 1790 1797 1800 rBv4 84856 181382 32.05% 2.568%
84 12.938 1804 1810 1815 rVV3 208716 488939 86.38% 6.924%
85 12.987 1815 1818 1823 rVB 124729 197107 34.82% 2.791%
86 13.079 1824 1833 1836 rBV5 78462 181299 32.03% 2.567%
87 13.121 1836 1840 1843 rVV2 57391 104700 18.50%  1.483%
88 13.164 1843 1847 1855 rVB2 99765 190694 33.69% 2.700%
89 13.292 1864 1868 1872 rBV2 51631 81073 14.32% 1.148%
90 13.377 1879 1882 1884 rBV2 31091 46398 8.20% 0.657%
91 13.475 1896 1898 1902 rVB 29441 33997 6.01% 0.481%
92 13.554 1906 1911 1916 rVV 197064 314477 55.56% 4.453%
93 13.871 1955 1963 1969 rBV2 216276 559421 98.83% 7.922%
94 14.188 2012 2015 2019 rBV5 14474 24112 4.26% 0.341%
95 14.377 2042 2046 2050 rBV 61595 93319 16.49% 1.321%
96 14.542 2066 2073 2078 rVB2 60121 126851 22.41% 1.796%
97 14.792 2110 2114 2115 rBV3 14927 20408 3.61% 0.289%
98 15.359 2197 2207 2218 rBV 283210 566019 100.00%  8.015%
99 16.432 2378 2383 2396 rVB 42655 89965 15.89% 1.274%
100 16.639 2410 2417 2428 rVB 85075 203804 36.01% 2.886%

Sum of corrected areas: 7061868
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW021428.D\data.ms
250000
200000
150000
100000
50000 2.349 4.013
2.879
oL983 2489 ;508 3.amAPD 33858 3. 67815 | 411748881 44582909 5.637783.9336.129.263
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\FT\‘\\\T ‘\\\\FFT\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3. 80 4 00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VW021428.D\data.ms
250000
200000 11.628
10.323
150000
8.275 8.841
100000
9.268
7.640 10.926
50000 10 030 1.036
10.573 11 378 11.8
07 10.8 .
ok 9037 47 250 7,933 99670) 9:3900. aywsme :i%qﬁ@l a%
Time--> 7. 00 7 8. 00 9 00 9. 50 10. 00 10. 50 11.00 11 50
Abundance TIC: VW021428.D\data.ms
15.859
13.554 13.871
250000 12.938
200000
12.774 5 ogm3.164
150000
694 | 13079
100000 12.249 699 14.3702.542 16.639
12.127) T4
50000 16.432
871 1 88 14.792
112:9 /
0 T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12/00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

SFAMWLM120921SMA.M Fri Dec 24 05:13:36 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 Acetaldehyde Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
2.489 1.32 ug/L 12912 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Acetaldehyde 44 C2H40 000075-07-0 74
3 Propane 44 C3H8 000074-98-6 5

4 Ethylene oxide 44 C2H40 000075-21-8 5

5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance  Scan 96 (2.489 min): VW021428.D\data.ms (-90) (-) m/z 44.00 100.00%

44.0
5000

2.20 2.40 2.60 2.80

R N N — m/z 43.10  62.54%
miz-> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 P e e
150 2.20 2.40 2.60 2.80
m/z 42.00 21.27%
|

TT ‘ TTTT ‘ TT } ‘\ ‘ } TTT ‘ T \2\4\.-9 } ‘ TTTT ‘ TTTT ‘ } ! T ‘ TTTT ‘ TTTT
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance
29.0 44.0
“w‘u‘_“ ‘H‘_‘H

2.20 2.40 2.60 2.80

5000 m/z 41.10 6.60%
15.0
24.0
T e T
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane ‘H“‘H“‘H,“H“‘H
29.0 2.20 2.40 2.60 2.80

m/z 45.10 4.51%

5000
44.0
39.0
10500 | N ‘ ‘ A
, | |
4 4

m/z--> 5 10 15 20 25 30 35 5 50 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.841 2.18 ug/L 30677 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 87
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
Abundance Scan 1466 (10.841 min): VW021428.D\data.ms (-1460) ( m/z 43.10 100.00%
43.1
85.1
5000 /J\
R
e L ‘ 1280 10.50 11.00
el ST 1280 1857 hu gs.10 70.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
5000 710 — /\ LA /\
10.50 11.00
m/z 41.00 47.80%
140 ‘H | 990 1280
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0 /J\
o A
10.50 11.00
5000 m/z 71.10 34.26%
85.0
25.0 67.0 128.0
T B R e
m/z--> 20 40 60 80 100 120 140 160 A}\ J
Abundance #14526: Octane, 4-methyl- ——
43.0 10.50 11.00
m/z 57.10 31.21%
5000
85.0
vo | o |
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\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.036 6.42 ug/L 90442  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 86
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 81
5 Octane, 3-methyl- 128 C9H20 002216-33-3 72
Abundance Scan 1498 (11.036 min): VW021428.D\data.ms (-1491) ( m/z 57.10 100.00%
57.1
5000
oy
99.1 =
71.1 :
11 OO
‘ 85.2 113.2128.1 B
H_‘H_‘H_‘JMH‘_ﬁs_u‘wuw‘HW‘HM‘HWH‘WH‘WHH m/z 43.18 35.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 : /J\ - :
11.00
m/z 41.10 33.37%
270 71.0 99.0
ol 80 | 11301280
H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘H\\‘\H\’HH‘HH‘HH’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0 /J\
e
11.00
5000 m/z 56.10 24.92%
43.0
29.0 71.0 99.0
15.0 85.0 113.0128.0
T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /J\/\
Abundance #14561: Heptane, 2,5-dimethyl- R 4
57.0 11.00
m/z 99.10 15.79%
5000 43.0
29.0
71.0 99.0
] L7 850 *0 11301280 e /\/\
e e e e e A e e e e L e B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00

SFAMWLM120921SMA.M Fri Dec 24 ©5:13:37 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic11.109 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.109 1.72 ug/L 24232  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 50
2 Cyclohexane, 1,2,4-trimethyl- 126 CSH18 002234-75-5 50
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 50
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 49
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 49
Abundance Scan 1510 (11.109 min): VW021428.D\data.ms (-1506) ( m/z 111.05 100.00%
69.1 111.1
55.0
5000
126.1
411 T ‘ T T ‘ T
| ‘ 831 11.00 11.50
H\’\H\‘\H\‘HH‘\\H‘HH‘H‘\‘\’\‘H\“\wH‘H‘\M\\H“l\\\’\\\\’\\\ m/z 69.16 97.890
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
111.0
41.0 AA
5000 . L T
27.0 126.0 11.00 11.50
84.0 m/z 71.05 80.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance Pv\ W/J\
69.0 pA
55.0 111.0 AAVAVAR WV /‘\«f
11.00 11.50
5000 41.0 m/z 55.00 53.07%
126.0
97.0
27.0 83.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 AJ\
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 i ——
69.0 111.0 11.00 11.50
55.0 m/z 57.00 49.51%
41.0
5000
27.0
126.0
H‘M‘H‘H‘WH‘W‘H‘whu‘uﬁ,u‘WJL‘_‘NM‘H‘M‘WH‘W‘H =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 Hydroxylamine, O-decyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.335 1.52 ug/L 21414  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 53
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50
3 Octane 114 C8H18 000111-65-9 50
4 Nonane 128 C9H20 000111-84-2 50
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50
Abundance Scan 1547 (11.335 min): VW021428.D\data.ms (-1542) (| m/z 43.10 100.00%
43.1
84.1
5000 \
11‘06 ‘11‘50‘
128.1 - :
o m/z 84.10 55.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48249: Hydroxylamine, O-decyl-
43.0
/\N mm
5000 [ VAT
71.0 11.00 11.50
m/z 41.05 44.36%
\\\‘\\\\M‘ \9\7:3\}\‘\\\]-\4?;()\\\’\1\7\3\'(’)
miz-> 20 40 60 80 100 120 140 160
Abundance
43.0 /\
‘ —5
85.0 11.00 11.50
5000 m/z 85.10  33.44%
14.0 128.0
e e T e
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #8620: Octane ‘A‘ o (A/&&
43.0 11.00 11.50
m/z 57.00  32.50%
5000
L 85.0
114.0
150 | || eso | M0 A i
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50

SFAMWLM120921SMA.M Fri Dec 24 ©5:13:39 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.378 3.34 ug/L 47032  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 64
2 (2,2-Dimethylcyclobutyl)methylamine 113 C7H15N 1000195-04-0 59
3 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 53
4 Acetic acid, heptyl ester 158 C9H1802 000112-06-1 50
5 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 49
Abundance Scan 1554 (11.378 m|n) VW021428.D\data.ms (-1550) ( m/z 57.10 100.00%
43.0 57
5000
7 .1 85.0
99.1
‘ | ‘ ‘ L] 1282 11.00 s
v el m/z 43.05 94.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14589: Hexane, 3-ethyl-4-methyl-
57.0
43.0
5000 [ AN
29.0 71.0 11.00 11.50
99.0 m/z 70.05 66.93%
15.0 850 | 128.0
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0 A Aﬂ\w
— R
11.00 11.50
5000 85.0 m/z 41.10 59.84%
42.0
28.0
T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14591: Hexane, 3-ethyl-4-methyl-
43.0 570 11.00 11:50
m/z 56.05 43.65%
5000 29.0
71.0
99.0
, | 850 | 11301280
H‘_‘H‘HH‘H‘w‘H‘_H‘_‘H,HH‘H‘W‘HW‘H‘W‘HM‘H‘H“ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1100 1150

SFAMWLM120921SMA.M Fri Dec 24 ©5:13:39 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic12.128 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.128 11.89 ug/L 167577  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 92
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 64
3 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 55
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 49
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 45

Abundance Scan 1677 (12.127 min): VW021428.D\data.ms (-1670) ( m/z 57.10 100.00%
57.1
411
125.1
5000
97.0
s —
L L e
\\\‘\\\\}1\‘\‘“\‘M\\““\\\‘\“\\\‘\‘\H\\\“\\\ m/Z 43.05 81.42%
miz--> 20 40 60 80 100 120 140
Abundance #13242: Cyclohexane, 1,2,3-trimethyl-
=
590 70.0
5000 97.0 e —
12.00 12.50
290 ‘ 126.0 m/z 41.10  78.84%
miz--> 20 40 60 80 100 120 140
Abundance
55.0
T —
9.0 12.00 12.50
5000 97.0 m/z 125.18  64.82%
33,0 126.0
15.0
T T
miz--> 20 40 60 80 100 120 140 A
Abundance #13255: Cyclohexane, 1,2,3-trimethyl- = =
69.0 12.00 12.50
970 m/z 69.10 64.18%
41.0 ’
5000
126.0
wo L M L L el UV Y
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMWLM120921SMA.M Fri Dec 24 05:13:40 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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@ (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.249 8.87 ug/L 125031 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 91
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 91
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
Abundance Scan 1697 (12.249 min): VW021428.D\data.ms (-1693) ( m/z 57.10 100.00%
57.1
- I NM/\j\NV
113.1 e AL
85.1 ‘ 142.0 12.00 12.50
\\\\‘\\\\‘i‘\\\”“\\‘\‘\‘\‘\\\‘\\\“\‘\\\\“\.\\ m/Z 71.10 67.85%
miz--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 j\ T T
12.00 12.50
113.0 m/z 43.10 50.53%
‘ ‘ ‘ 85.0
\\]-\5\.0‘\‘\\\“\\\““\\‘M\‘}‘\\\‘\\!\‘\\\]\.4‘2\'0\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
T —
12.00 12.50
41.0 o
5000 m/z 41.10 42.657%
85.0 113.0
25.0 ' 142.0
e e e T T T
m/iz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- B —
57.0 12.00 12.50
m/z 56.05 33.01%
5000 4110
113.0
£ N Y I -1 I (VY VTl i
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMWLM120921SMA.M Fri Dec 24 05:13:40 2021 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Vine21428.D

: 17 Dec 2021 14:04

: SY/VA

: M5121-02

: 6.69g/10.0mL/MSVOA_W/SOIL

:1 Sample Multiplier: 1

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.329 8.14 ug/L 114711  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 68
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 60
3 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 55
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53

5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S

1000309-19-9 49

m/z 57.10 100.00%

=

T T
12.00 12.50

m/z 41.10 67.61%

4

- T
12.00 12.50

m/z 71.05 66.16%

N

T —
12.00 12.50

m/z 43.10 56.22%

=

o T
12.00 12.50

m/z 55.10  49.18%

3

Abundance Scan 1710 (12.329 min): VW021428.D\data.ms (-1702) (
57.1
41.1
5000
81.1 97.1 125.1
M ol ] 02
\\\‘\\\\“‘\\\“\“\“}}\““\H\‘\‘““\\‘\‘\‘\\\\“\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22105: Octane, 3,5-dimethyl-
57.0
5000 410
85.0
113.0
\\\‘\M‘\ \“‘\ T T T ‘ \“\ T \“‘ L \‘\ ‘ T \]\-4‘.2\.0\\
m/z--> 20 40 60 80 100 120 140
Abundance
57.0
41.0
5000
113.0
85.0
15.0 142.0
A A B o AR
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
41.0
5000
85.0 113.0
L B RS 3
m/z--> 20 40 60 80 100 120 140

o T
12.00 12.50

SFAMWLM120921SMA.M Fri Dec 24 05:13:41 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.451 7.92 ug/L 111594  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C1oH20 1000149-19-7 74
2 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 64
3 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 59
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 59
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 53
Abundance Scan 1730 (12.451 min): VW021428.D\data.ms (-1725) ( m/z 69.05 100.00%
69.0 1111
5000
411 140.1
125.1 -7 —
‘ ‘ 87 1 o7.1 ‘ 12.50
el el ST L L wjz 111.10 85.88%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl-
69.0
410 559 111.0
5000 T
12.50
21.0 m/z 55.10  53.06%
83.0 140.0
H‘HH‘HHH\H‘\\\\‘\\\‘\}H\‘\“‘\‘\H‘?Z\RH\M\\\]‘_\2\5\\(‘)\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
69.0
—=
111.0 12.50
5000 55.0 m/z 41.16  33.93%
41.0
140.0
T e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20773: Cyclohexane, 1-ethyl-1,4-dimethyl-, cis- —
69.0 12.50
m/z 140.05 26.02%
55.0 111.0
5000
41.0
27.0 83.0
e b bl 870 12850 AW,
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMWLM120921SMA.M Fri Dec 24 05:13:41 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.591 1.89 ug/L 26666 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
2 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 50
3 Octane, 2,2-dimethyl- 142 C1leH22 015869-87-1 47
4 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 47
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 47
Abundance Scan 1753 (12.591 min): VW021428.D\data.ms (-1749) (  m/z 57.05 100.00%
57.0
T \
111.1 12.50
141.2 280. :
I ““\ ‘H‘ \‘ \‘\ \H“ T \19\3‘0\ LA \‘ T m/Z 56.10 45.26%
miz--> 50 100 150 200 250
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 — :
12.50
m/z 41.10 38.34%
70 || 90 g
L I il
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
57.0
T \
12.50
5000 m/z 43.10 31.68%
99.0
169.0
. —r e e —
miz--> 50 100 150 200 250
Abundance #22094: Octane, 2,2-dimethyl- — ‘
57.0 12.50
m/z 71.10 27.60%
5000
210 | | 10
I N A 1
L —— —— —
m/z--> 50 100 150 200 250 12.50

SFAMWLM120921SMA.M Fri Dec 24 ©05:13:42 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 14 (DEL) Alkane: Cyclicl12.774 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.774  21.72 ug/L 273214  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 53
2 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 50
3 Cyclohexane, 1,1,4,4-tetramethyl- 140 C1eH20 002223-52-1 49
4 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 49
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 46

Abundance Scan 1783 (12.774 min): VW021428.D\data.ms (-1780) (( | m/z 69.10 100.00%

69.1
125.1
55.1
41.1
5000
83.0

I T
‘ gﬂ'l 111 1250 13.00

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
690
41. 0
N

5000 —= A
Jl

125.0 12.50 13.00
83.0 m/z 70.10  79.35%

M 9701110 14?0
I |
\\‘\H\‘HH‘HH’HH’H\\‘HH‘HH‘\\H‘\H\‘HH’HH’HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
69.0

I T
12.50 13.00

550 55.10  70.86%

m/z
5000 83.0
111.0
670 1250 140.0
L
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl-

o T
69.0 12.50 13.00

m/z 41.10 58.96%

41.0 125.0
55.0
5000
27.0 83.0

‘ —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMWLM120921SMA.M Fri Dec 24 ©05:13:42 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 15 (DEL) Alkane: Cyclic12.859 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.859 14.42 ug/L 181382 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 76
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 76
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 68
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 64
5 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 64
Abundance Scan 1797 (12.859 min): VW021428.D\data.ms (-1790) ( m/z 97.10 100.00%
55.1 1.1
81.0
5000
39,0 ‘ T ‘
140.1 ‘ ‘
Lo el | [z e s a0 g
\\\\‘\\\\‘M\\‘1‘\“\‘1”\ \H“\‘\‘\‘ “\\‘\\‘H\\\\“\\ m/Z 55.10 88.28%
miz--> 20 40 60 80 100 120 140
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
5000 —= ——
810 12.50 13.00
) 81.05 55.20%
39{0 ‘ w0 ™2
\\1\5\.9\‘\‘\\““\\\Hl“\‘\‘“\\““\\\\“\\\\‘\.\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
55.0 97.0
— ——
12.50 13.00
5000 m/z 96.10 47.21%
39.0 810 140.0
. T
m/fz--> 20 40 60 80 100 120 140
Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- P ——
55.0 12.50 13.00
97.0 m/z 41.18  39.58%
5000
20 81.0
Il P
SN OO O N Y O L
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMWLM120921SMA.M Fri Dec 24 ©5:13:43 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 16 (DEL) Alkane: Cyclic13.079 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.079 14.41 ug/L 181299 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 76
2 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 72
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 58
4 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 53
5 6-Ethyl-2,3-dihydropyran-2,4-dione 140 C7H803 004435-30-7 52
Abundance Scan 1833 (13.079 min): VW021428.D\data.ms (-1824) ( m/z 69.10 100.00%
69.1
111.1
5000 411
140.1 — :
“ ‘ 1 13.00
H“““gt‘ww,ulkuw ‘CQH‘JW““u“‘M““‘ m/z 111.10 67.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #20721: Trans-1,4-diethylcyclohexane
69.0
111.0
5000 —— ‘
41.0 13.00
140.0 m/z 55.10 52.66%
\\\‘\\\\“‘\\\H’\‘\‘\\“\\\\‘\\‘1\‘\\\\!‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
69.0
111.0 e ‘
13.00
5000 m/z 41.10 48.48%
41.0
140.0
91.0
B e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #13237: 1,1,4-Trimethylcyclohexane T ‘
69.0 111.0 13.00
m/z 57.05 31.48%
- | MMM
‘1‘5‘-?“1““ww!‘,“m‘u‘:‘_‘me_m_ ——
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 17 Sulfurous acid, cyclohexylm... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.121 8.32 ug/L 104700 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 72
2 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 64
3 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 64
4 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 64
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 64

Abundance Scan 1840 (13.121 min): VW021428.D\data.ms (-1836) ( m/z 97.10 100.00%
97.1

5000 55.1

?

H “ 140.2 13.00 13.50
| u I L

el 8O L m/z 55.10  48.02%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #269794: Sulfurous acid, cyclohexylmethyl tridecyl ester
97.0

?

5000
55.0 13.00 13.50

m/z 57.10 20.93%

200 1270 1540 1830

m/z--> 20 40 60 80 100 120 140 160 180 200

%

Abundance
97.0
13.00 13.50
5000 m/z 41.05 20.50%
55.0
29.0 127.0 155.0 211.0
e
miz--> 20 40 60 80 100 120 140 160 180 200
— ——

Abundance #168302: Sulfurous acid, cyclohexylmethyl heptyl ester
97.0

13.00 13.50
m/z 43.10 16.72%
55.0
5000
290‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.164 15.16 ug/L 190694 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 74
2 Decane, 4-methyl- 156 C11H24 002847-72-5 74
3 Decane, 4-methyl- 156 C11H24 002847-72-5 74
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 64

Abundance Scan 1847 (13.164 min): VW021428.D\data.ms (-1843) ( m/z 71.10 100.00%

71.1
43.1
5000
111.1

13.00 13.50
1561
240 L 1380 m/z 43.10  80.40%

m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0

5000 - —
13.00 13.50

m/z 57.10 74.79%

‘ 112.0
‘H‘Zq‘b““‘M\‘M‘\‘HH\!H!‘\\\ww\\w]-\s\&!o\
m/z--> 40 60 80 100 120 140 160
Abundance

43.0 71.0

13.00 13.50
5000 m/z 41.10 46.99%
112.0
15.0 156.0
L A e e o e B o A BN A b
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl- T —
43.0 13.00 13.50
71.0 o
m/z 70.10 40.12%
5000
112.0
S TR I R WA )
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW@21428.D

Acqg On : 17 Dec 2021 14:04

Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
. SFAM@1.0

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 19 (DEL) Alkane: Cyclic13.377 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.377 3.69 ug/L 46398 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 CSH18 004926-90-3 47
2 Pyrollidine, 2,5-bis(imino)- 97 C4H7N3 000503-84-4 43
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 43
4 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 43
5 3,5-Hexadien-2-0l, 2-methyl- 112 C7H120 000926-38-5 38

Abundance Scan 1882 (13.377 min): VW021428.D\data.ms (-1879) ( m/z 97.10 100.00%
97.1
55.1
5000 811
139.0 L s
39“0 | \Lﬂ . 13.00 13.50
SRS R YYD m/z 55.10  62.46%
miz-> 20 40 60 80 100 120 140
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5000 — ——
13.00 13.50
m/z 81.10 37.62%
39‘0 610 ‘
\]-\5\.0‘\‘}‘\ \‘i”\ T \‘\‘“ \H‘\ T “.‘\ T \“ T \]‘_2\6\.(\)\ ‘ L
miz-> 20 40 60 80 100 120 140
Abundance
97.0
— —
13.00 13.50
5000 m/z 69.18  35.50%
54.0
27.0 81.0
T e
miz--> 20 40 60 80 100 120 140
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis- — —
55.0 13.00 13.50
97.0
m/z 41.10 27.93%
5000
39.0
‘ ‘ 81.0 ‘ 126.0
el e L S
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 20 (DEL) Alkane: Cyclic13.475 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.475 2.70 ug/L 33997 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 CSH18 004926-90-3 22
2 Cyclohexane, 1,1'-(1,2-dimethyl-... 222 C16H30 054889-87-1 22
3 Bicyclo[3.1.1]heptan-2-one 110 C7H100 017159-87-4 22
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 18
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 14
Abundance Scan 1898 (13.475 min): VW021428.D\data.ms (-1896) ( m/z 97.10 100.00%
97.1
55.0
5000
139.1 S
.
\‘\“‘\}H“‘\‘\\i‘iu\“\‘\\H‘HH‘HH‘\H m/Z 55.00 84.1900
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5000 1
13.50
27.0 m/z 67.10 80.40%
\\\‘\‘\H\\‘i“\\‘\M“\H“\\‘H\\\!“\\‘\\1‘2\6\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
83.0 e
111.0 13.50
5000 m/z 41.10 55.62%
138.0
163.0 193.0 222.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6595: Bicyclo[3.1.1]heptan-2-one ——
67.0 13.50
m/z 69.10  49.69%
39.0 110.0
5000
B MJJ“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 21 unknown-01 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.188 1.92 ug/L 24112  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Verbenyl isovalerate 236 C15H2402 057412-35-8 12
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 10
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 10
4 o-Toluic acid, oct-3-en-2-yl ester 246 C16H2202 1000292-51-3 10
5 p-Toluic acid, 2-tetrahydrofuryl... 220 C13H1603 004647-35-2 10

Abundance Scan 2015 (14.188 min): VW021428.D\data.ms (-2012) ( m/z 57.00 100.00%
57.0

119.1
5000

153.1

—
14.00 14.50
e m/z 43.85  68.96%

\‘ I ‘\‘ “ ‘n‘\
P
m/z--> 50 100 150 200 250
Abundance #118632: trans-Verbenyl isovalerate
119.0

5000 57.0

T
14.00 14.50
m/z 71.05 66.50%

200y M) 15101890
mi/z--> 50 100 150 200 250
Abundance
57.0

—
14.00 14.50

5000 ITI/Z 119.05 64 .83%
91.0
1330 1750 288.(
— e
miz--> 50 100 150 200 250 AJ\ fﬂA“A
Abundance #45490: Undecane, 3-methyl- R e A
57.0 14.00 14.50

m/z 41.00 51.16%

5000
2%0 99.0 1430
| |
i

— —
miz--> 50 100 150 200 250 14.00 14.50
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Data Path :
: VWe21428.D

: 17 Dec 2021 14:04

: SY/VA

: M5121-02

: 6.69g/10.0mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M

. SFAM@1.0

: 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 22 trans-Decalin, 2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.377 7.42 ug/L 93319 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
2 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 89
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 87
4 Pulegone 152 C1eH160 000089-82-7 76
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76

Abundance Scan 2046 (14.377 min): VW021428.D\data.ms (-2042) (  m/z 81.10 100.00%
81.1 152.1
5000 41.1
‘ 1091 14.00 1450
R HM i "QM ‘H} e L H W - w“ - m/.z 152.05  95.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 = S
14.00 14.50
20.0 109.0 J m/z 95.05 76.73%
\‘\H\\““\\\HE“\H }\‘\H\“\\H‘\\“}?‘\3\‘.9\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
95.0
137.0 - M
14.00 14.50
5000 67.0 m/z 67.10  75.59%
41.0
B e B M aL I e
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl- — ——
41.0 81.0 152.0 14.00 14.50
m/z 137.05 54.53%
5000
109.0 J
‘_‘1” B3, 1\W‘\\“w\“1\1‘3\"9\”‘\‘”” — ——
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 23 Naphthalene, decahydro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.542 10.08 ug/L 126851 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 91
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 68
Abundance Scan 2073 (14.542 min): VW021428.D\data.ms (-2066) ( m/z 152.05 100.00%
95.1 152.1
67.1 :
41.0
5000
T \
Ll
““‘;M‘wl,ﬂﬁ‘ﬂﬂ:‘w ‘\JM\‘M\\\H\\J\‘\\\ m/z 95.10  84.27%
miz--> 20 40 60 80 100 120 140 160
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
95.0 152.0
5000 —— :
14.50
m/z 67.10 80.69%
123.0
‘\\\\H‘\ ’ \“ ‘\ \“M } \‘\H\ ‘\\h‘\ T ‘u T \“ T \‘\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
41.0 67.0
95.0 1520 —— :
14.50
5000 m/z 81.05 71.51%
123.0
S e o
m/z--> 20 40 60 80 100 120 140 160
Abundance #29494: cis-Decalin, 2-syn-methyl- T
95.0 14.50
67.0 m/z 82.10 67.09%
41.0
5000
152.0
‘ ‘ 123.0
B O Y O o
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 24 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.792 1.62 ug/L 20408 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexahydro-1-oxa-cyclopropa[d]ind... 152 C9H1202 037643-23-5 35
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 30
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 30
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 25
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 25
Abundance Scan 2114 (14.792 min): VW021428.D\data.ms (-2110) (| m/z 97.05 100.00%
55.0 97.0 119.0
5000
790
152.0 T U
14.50 15.00
m/z 119.00  91.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #30254: Hexahydro-1-oxa-cyclopropa[d]inden-2-one
97.0
5000 67.0 — ASRA
410 123.0 14.50 15.00
152.0 m/z 55.00  88.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0
—— —
14.50 15.00
5000 ITI/Z 117.10 68.63%
91.0
15.0 39.0 65.0
R L e e
m/z--> 20 40 60 80 100 120 140 160 N M
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- ML ‘MWA“ ot
119.0 14.50 15.00
m/z 67.05 66.27%
5000
91.0
65.0 ‘
\1\5\‘0‘\‘\\3\9":(\)\“\‘\“1‘\\\‘“‘\\‘1\“‘}“\\Hl\\\‘\‘\\\\‘\\\\ e o
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VW021428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1.0

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 25 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.359 45.00 ug/L 566019 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 2207 (15.359 min): VW021428.D\data.ms (-2197) ( m/z 128.05 100.00%
128.1
5000
102.0 15‘06 ‘15‘50‘
51.0 74.0 : : :
O B I A621 2069 /7 127.10  14.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 - o
15.00 15.50
m/z 129.05 11.97%
510 750 1020
A Il 1y \
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
128.0
— —
15.00 15.50
5000 m/z 102.00 9.84%
102.0
28.0 51.0 770
A o e ABEmAREE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene = T
128.0 15.00 15.50
m/z 126.10 7.72%
5000
51.0 102.0
280, | 750 \ I
H“_w‘NMJ;WM‘WM“Hw“H‘J““H“H“‘H“_“‘ = P
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW121721\
Data File : VWO21428.D

Acqg On : 17 Dec 2021 14:04
Operator : SY/VA

Sample : M5121-02

Misc : 6.69g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120921SMA.M
Quant Title : SFAM@1l.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Acetaldehyde 2.489 1.3 ug/L 12912 1 8.841 245397 25.0
(DEL) Alkane: S... 10.841 2.2 ug/L 30677 2 11.628 352283 25.0
(DEL) Alkane: S... 11.036 6.4 ug/L 90442 2 11.628 352283 25.0
(DEL) Alkane: C... 11.109 1.7 ug/L 24232 2 11.628 352283 25.0
Hydroxylamine, ... 11.335 1.5 ug/L 21414 2 11.628 352283 25.0
(DEL) Alkane: S... 11.378 3.3 ug/L 47032 2 11.628 352283 25.0
(DEL) Alkane: C.. 12.128 11.9 ug/L 167577 2 11.628 352283 25.0
(DEL) Alkane: S.. 12.249 8.9 ug/L 125031 2 11.628 352283 25.0
(DEL) Alkane: S.. 12.329 8.1 wug/L 114711 2 11.628 352283 25.0
(DEL) Alkane: S.. 12.451 7.9 ug/L 111594 2 11.628 352283 25.0
(DEL) Alkane: S.. 12.591 1.9 ug/L 26666 2 11.628 352283 25.0
(DEL) Alkane: C.. 12.774 21.7 ug/L 273214 3 13.554 314477 25.0
(DEL) Alkane: C... 12.859 14.4 ug/L 181382 3 13.554 314477 25.0
(DEL) Alkane: C... 13.079 14.4 ug/L 181299 3 13.554 314477 25.0
Sulfurous acid,... 13.121 8.3 ug/L 104700 3 13.554 314477 25.0
(DEL) Alkane: S... 13.164 15.2 ug/L 190694 3 13.554 314477 25.0
(DEL) Alkane: C... 13.377 3.7 ug/L 46398 3 13.554 314477 25.0
(DEL) Alkane: C... 13.475 2.7 ug/L 33997 3 13.554 314477 25.0
unknown-01 14.188 1.9 ug/L 24112 3 13.554 314477 25.0
trans-Decalin, ... 14.377 7.4 ug/L 93319 3 13.554 314477 25.0
Naphthalene, de... 14.542 10.1 ug/L 126851 3 13.554 314477 25.0
unknown-02 14.792 1.6 ug/L 20408 3 13.554 314477 25.0
Azulene 15.359 45.0 ug/L 566019 3 13.554 314477 25.0
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