LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VWO21897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample : N1115-15

Misc : 6.13g/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\SFAMWLMO11122SMA.M
Title : SFAMO1.0

Signal : TIC: VWO21897.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.209 44 50 51 rBv2 656 1142 0.20% 0.023%
2 2.343 66 72 81 rVB 49908 83577 14.76% 1.717%
3 2.879 153 160 172 rVB 42257 90109 15.91% 1.852%
4 3,007 180 181 182 rBV 737 434 0.08% 0.009%
5 3.379 236 242 245 rBV4 673 1361 ©0.24% 0.028%
6 4.013 335 346 363 rBV 63422 188553 33.29%  3.874%
7 4.159 368 370 374 rVB3 378 434 0.08% 0.009%
8 4.909 486 493 495 rWw3 1191 2318 0.41% 0.048%
9 4,952 499 500 506 rVB2 479 697 0.12% 0.014%
10 5.214 540 543 546 rVv2 255 408 0.07% 0.008%
11 5.360 563 567 569 rBv2 264 387 0.07% 0.008%
12 5.415 573 576 577 rWw 747 796 0.14% 0.016%
13 5.434 577 579 586 rVW4 965 1594 0.28% 0.033%
14 5.915 655 658 660 rBvV3 611 657 0.12% 0.014%
15 5.940 660 662 665 rVB3 540 653 0.12% 0.013%
16 6.787 796 801 806 rBv4 624 1423 0.25% 0.029%
17 6.872 808 815 826 rVB7 1465 3905 0.69% 0.080%
18 6.976 828 832 835 rBV3 434 749 0.13% 0.015%
19 7.086 841 850 863 rBV2 11265 37854 6.68% 0.778%
20 7.263 874 879 887 rVB5 1514 3666 0.65% 0.075%
21 7.531 911 923 929 rBV3 2460 6852 1.21% 0.141%
22 7.647 929 942 954 rBV 104983 265802 46.93% 5.462%
23 7.793 959 966 968 rBV6 448 894 0.16% 0.018%
24 7.854 968 976 982 rVB6 2648 6658 1.18% 0.137%
25 7.927 982 988 989 rBvV3 1159 2224 0.39% 0.046%
26 8.031 998 1005 1014 rVB4 4007 11036 1.95% 0.227%
27 8.153 1017 1025 1033 rBV5 1738 4072 0.72% 0.084%
28 8.275 1033 1045 1062 rBV2 190790 566331 100.00% 11.637%
29 8.506 1073 1083 1091 rVB6 8085 28039 4.95% 0.576%
30 8.665 1104 1109 1110 rBV2 1044 1575 ©0.28% 0.032%
31 8.842 1128 1138 1148 rVV 181757 372499 65.77% 7.654%
32 8.933 1148 1153 1157 rVV5 722 1613 0.28% 0.033%
33 8.994 1159 1163 1168 rVB3 1168 1974 0.35% 0.041%
34 9.067 1168 1175 1182 rBV4 9362 18857 3.33% 0.387%
35 9.140 1182 1187 1192 rVB4 728 1408 0.25% 0.029%
36 9.213 1196 1199 1200 rBV 435 390 0.07% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VWO21897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample : N1115-15

Misc : 6.13g/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\SFAMWLMO11122SMA.M
Title : SFAMO1.0
37 9.274 1200 1209 1223 rVV 123313 263440 46.52% 5.413%
38 9.378 1223 1226 1234 rVB3 3126 6078 1.07% 0.125%
39 9.463 1234 1240 1246 rBV5 869 2089 0.37% 0.043%
40 9.518 1246 1249 1251 rBV2 367 419 0.07% 0.009%
41  9.604 1254 1263 1269 rBV5 1606 4927 0.87% 0.101%
42 9.659 1269 1272 1274 rBV3 600 609 0.11% 0.013%
43  9.750 1281 1287 1300 rVB3 5889 13006 2.30% 0.267%
44  9.890 1300 1310 1316 rBV3 7337 16344 2.89% 0.336%
45 10.030 1326 1333 1341 rBV 61099 111836 19.75%  2.298%
46 10.122 1346 1348 1354 rVB5 1761 2786 0.49% 0.057%
47 10.244 1363 1368 1373 rVB5 2932 5736 1.01% 0.118%
48 10.323 1373 1381 1389 rBV = 281273 511383 90.30% 10.508%
49 10.384 1389 1391 1399 rVB 4171 6280 1.11% 0.129%
50 10.494 1403 1409 1411 rBV3 1312 2174 0.38% 0.045%
51 10.579 1416 1423 1432 rBV 40116 71747 12.67% 1.474%
52 10.664 1432 1437 1441 rBvV3 2587 4906 0.87% 0.101%
53 10.756 1446 1452 1453 rBV5 2019 3437 0.61% 0.071%
54 10.847 1461 1467 1472 rVB7 3439 7098 1.25% 0.146%
55 10.927 1472 1480 1487 rBV 50004 95858 16.93% 1.970%
56 10.994 1488 1491 1494 rBvV3 2427 3270 0.58% 0.067%
57 11.109 1506 1510 1512 rBV4 2934 3981 0.70% 0.082%
58 11.195 1519 1524 1525 rBV5 2828 4527 0.80% 0.093%
59 11.225 1525 1529 1534 rWv2 8875 16515 2.92% 0.339%
60 11.274 1534 1537 1543 rVB4 3826 8167 1.44% 0.168%
61 11.378 1550 1554 1557 rBV6 2584 5078 ©0.90% 0.104%
62 11.433 1560 1563 1571 rVB3 9413 18492 3.27% 0.380%
63 11.512 1571 1576 1580 rBV6 3319 6365 1.12% 0.131%
64 11.628 1587 1595 1603 rBV 271464 465320 82.16% 9.562%
65 11.762 1612 1617 1622 rBV3 6151 9529 1.68% 0.196%
66 11.817 1622 1626 1629 rBV3 5307 8319 1.47% 0.171%
67 11.872 1630 1635 1640 rBV4 10130 19862 3.51% 0.408%
68 11.975 1647 1652 1655 rBv4 2487 5358 0.95% 0.110%
69 12.042 1659 1663 1664 rBV4 2121 2790 0.49% 0.057%
70 12.134 1670 1678 1685 rBV3 18707 48170 8.51% 0.990%
71 12.335 1701 1711 1712 rBVS5 13077 31383 5.54% 0.645%
72 12.688 1762 1769 1775 rBV 116058 206563 36.47% 4.245%
73 12.774 1780 1783 1790 rVB2 27632 49315 8.71% 1.013%
74 12.853 1790 1796 1803 rBV6 10515 31844 5.62% 0.654%
75 12.938 1804 1810 1817 rBvV8 11955 32265 5.70% 0.663%
76 13.073 1830 1832 1836 rVB5 6957 9219 1.63% 0.189%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VWO21897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample : N1115-15

Misc : 6.13g/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\SFAMWLMO11122SMA.M
Title : SFAM@1.0
77 13.262 1859 1863 1865 rBv4 4761 7421 1.31% 0.152%
78 13.408 1878 1887 1896 rBVS5 13985 39805 7.03% 0.818%
79 13.554 1904 1911 1925 rVB 315391 514547 90.86% 10.573%
80 13.761 1938 1945 1949 rBV7 2964 7142 1.26% 0.147%
81 13.853 1952 1960 1969 rBV 262505 448876 79.26%  9.224%
82 14.255 2021 2026 2033 rVB6 3700 6579 1.16% 0.135%
83 14.316 2033 2036 2038 rBv4 1022 1182 ©0.21% 0.024%
84 14.377 2041 2046 2048 rBvV4 1913 3377 0.60% 0.069%
85 14.481 2060 2063 2065 rBVS5 533 657 ©0.12% 0.014%
86 14.511 2065 2068 2069 rBV2 1381 1384 0.24% 0.028%
87 14.712 2099 2101 2104 rVV2 504 556 ©0.10% 0.011%
88 14.993 2144 2147 2148 rVWV 695 612 0.11% 0.013%
89 15.249 2187 2189 2191 rvwv2 495 387 0.07% 0.008%
990 15.371 2203 2209 2213 rBvV4 391 966 0.17% 0.020%
91 15.487 2224 2228 2232 rVB3 876 1269 0.22% 0.026%
92 15.535 2232 2236 2238 rBV3 349 401 0.07% 0.008%
93 15.578 2238 2243 2247 rVB3 299 615 0.11% 0.013%
94 15.792 2275 2278 2281 rVV4 472 609 0.11% 0.013%
95 16.194 2341 2344 2348 rVV3 313 551 0.10% ©0.011%
96 16.267 2351 2356 2358 rvv4 247 393 0.07% 0.008%
97 16.456 2382 2387 2389 rBV3 350 565 0.10% 0.012%
98 16.480 2389 2391 2394 rBV3 454 387 0.07% 0.008%
99 16.566 2403 2405 2411 rVB3 321 463 0.08% 0.010%
100 16.615 2411 2413 2417 rBV3 271 395 0.07% 0.008%
Sum of corrected areas: 4866565
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\

: VWe21897.D

: 13 Jan 2022 17:42

: SY/VA

: N1115-15

: 6.13g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO11122SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

o

TIC: VW021897.D\data.ms

4.013

2.343 2.879

3.007

6.78%

2.209 3.379 4.159 44092 5.218. 353

Time-->

Abundance

300000

250000

200000

150000

100000

50000

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: VW021897.D\data.ms

10.323

11.628

8.275 8.842

9.274

7.647

10.030

o

Time-->

Abundance

300000

250000

200000

150000

100000

50000

6.975% 263 75531 | 77050003115
6.915\ 7263 7531 | 718800081
7.00 7.50 8.00

8.508 665 | 8 0808 %umn 9. 78EA80HF52 890
— 2005 | A e
8.50 9.00 9.50 10.00

TIC: VW021897.D\data.ms

13.p54

13.853

12.688

14.2Z083114.712 14.993 15. 2403 BREBB3E5.792 1616926 TR 48866 5
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
8.506 1.88 ug/L 28039 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 72
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 72
4 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 72
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 72

Abundance Scan 1083 (8.506 min): VW021897.D\data.ms (-1073) () m/z 83.10 100.00%
83.1

55.1
5000 08.1
41.1
PP ey
m | 69"0 | 8.20 8.40 8.60 8.80
S | 1 ST | S (R m/z 55.10  73.97%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3815: 2-Pentene, 4,4-dimethyl-, (E)-
83.0
55.0 J\/\ /\
5000 //\H‘\\H’HH[\H\‘H/\J\{/\‘
41.0 8.20 8.40 8.60 8.80
98.0
m/z 98.10 42.46%
SO R O
Ll |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3646: 3-Penten-2-one, 4-methyl-
58.0 83.0 I f
43.0 "‘ﬂ‘f“\‘
8.20 8.40 8.60 8.80
5000 ITI z 41.10 28.07%
29.0 08.0
67.0
miz--> 10 20 30 40 50 60 70 80 90 100 m m
Abundance #3647 3-Penten-2-one, 4-methyl- H{\HH,HHWHWH‘
55.0 83.0 8.20 8.40 8.60 8.80
m/z 39.00 19.99%
43.0
5000
29.0 98.0
Y O O N
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.067 1.27 ug/L 18857 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 58
2 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 53
3 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 52
4 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 50
5 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 47

Abundance Scan 1175 (9.067 min): VW021897.D\data.ms (-1168) () m/z 55.10 100.00%
55.1

83.1
98.0
5000 39)0
“ ‘ 11‘2.1 1308 8.80 9.00 9.20 9.40
H‘\\H‘H\\‘\HH\“\H‘HH“\\‘\\‘\\\‘\“‘H‘\\‘\\!\‘HH‘HH’HH"HH‘\ m Z 83 16 83 93/
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000 \\\‘/\\\\\"\/\\\\‘\\\\‘\\\\
98.0 8.80 9.00 9.20 9.40
3900 m/z 41.10 74.56%
H‘]-\\5\\()‘\\\‘\“\H\“\‘\H“\‘\1\‘\H‘\“‘\\H‘\1\\‘\H\‘HH‘HH’HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3765: 2-Pentene, 4,4-dimethyl-
55.0 83.0
\A\\‘\\\\’\\\\‘\\\\‘\\\\
8.80 9.00 9.20 9.40
5000 m/z 57.10 69.69%
98.0
S 1N R S A —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7592: 3-Hexene, 2,4-dimethyl- me,mwmwu
55.0 8.80 9.00 9.20 9.40
83.0 m/z 98.00 56.89%
5000
3910 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 Sulfurous acid, cyclohexylm... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.134 2.59 ug/L 48170  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 50
2 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 50
3 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 46
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 46
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 46

Abundance Scan 1678 (12.134 min): VW021897.D\data.ms (-1670) (- m/z 97.10 100.00%
55.0 97.1

5000

-

125.0 T
‘ 12.00 12.50
‘H“H“\‘H\i‘uu‘uH‘HH‘HH“\H‘H m/Z 55.05 86.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #311451: Sulfurous acid, cyclohexylmethyl heptadecyl es
97.0
5000 i e
55.0 12.00 12.50
m/z 41.05 43.10%
290 “ |l 1250 1550 239.C

\‘\\‘H“‘\H‘\‘HH‘\H‘\“H‘H‘HH‘HH‘HH‘HH‘HH“\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #269794: Sulfurous acid, cyclohexylmethyl tridecyl ester
97.0

=

T T
12.00 12.50

5000 m/z 57.10 39.10%
55.0

290) |4 ) | 12701540 1830

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12840: Thiophene, 2-propyl- o AN T T
97.0 12.00 12.50
m/z 69.00 35.35%

=

5000
45.0 126.0

— T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50

=

69.0 ‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.335 1.69 ug/L 31383  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[6.1.0]nonane 124 C9H16 000286-60-2 30
2 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 30
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 27
4 Benzofurazan, 4,5,6,7-tetrahydro- 124 C6H8N20 002258-73-3 25
5 Cyclohexane, 1-propenyl- 124 C9H16 005364-83-0 25
Abundance Scan 1711 (12.335 min): VW021897.D\data.ms (-1701) (- m/z 57.10 100.00%
57.1
82.0
5000 410
125.0 o T L
L e
m_m‘_m‘_“ ‘ IR m/z 43.05 64.51%
m/z--> 20 40 60 100 120 140
Abundance #12148: Bicyclo[6.1.0]nonane
67.0
41.0 96.0
5000 — —
12.00 12.50
1240 m/z 70.10  60.91%
\\\‘\\\\“\\‘\M“\““\\“i‘\\\\"\\‘\\’\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #12207: 1H-Indene, octahydro-, trans-
67.0
— ——
12.00 12.50
82.0 o
5000 m/z 67.05 60.51%
41.0 124.0
250 | | e L
mfz--> 20 40 60 100 120 140 M
Abundance #12208: 1Hlndene oaahydn) trans- “ ——
67.0 12.00 12.50
m/z 82.05 58.59%
96.0
5000
41.0 124.0
P fugon )
m/z--> 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 (1,2,4-Trimethylcyclohexyl)... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.774 2.40 ug/L 49315 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-9 50
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 49
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
4 1-Propanone, 1-[2-(1,1-dimethyle... 182 C12H220 035606-02-1 43
5 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-0 38
Abundance Scan 1783 (12.774 min): VW021897.D\data.ms (-1780) - m/z 69.10 100.00%
69.1
125.1
5000 411
97 1 T ‘ T T ‘ T
M H ““ H 12.50 13.00
il “““J“H““““‘ m/z 125.10  76.20%
m/z--> 20 40 60 100 120 140 160
Abundance #33007: (1,2,4- Tr|methylcyclohexyl)methanol (isomer 2)
69.0
125.0 fbﬂ
5000 /A/\\ T M \/\‘WJ\ Ar
12.50 13.00
410 m/z 70.10  67.38%
\].\\‘\\\\‘\\\‘ ‘\\“H\\9\5‘\0‘\\‘\\‘\‘\\\‘\\\\.‘\
miz--> 80 100 120 140 160
Abundance #20774. Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0
12.50 13.00
m/z 55.00 56.63%
5000 41.0
50y bl deo b
miz--> 20 40 60 80 100 120 140 160
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis- — —
69.0 125.0 12.50 13.00
m/z 41.10 48.92%
5000 41.0
oy Mol
m/z--> 20 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 (DEL) Alkane: Cyclic12.853 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.853 1.55 ug/L 31844 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 47
2 1-Methyl-3-piperidinamine, N-(2-... 184 C10H20N20 1340321-49-4 43
3 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 43
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 43
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 43
Abundance Scan 1796 (12.853 min): VW021897.D\data.ms (-1790) - m/z 55.00 100.00%
55.0 97.0
5000
— ——
‘ ‘ 6‘ ‘ H 140 2 12.50 13.00
Sl " ‘J;\NJM‘ !wh““w““u““‘ m/z 97.65 98.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-
53.0 97.0 JkWM
5000 lZSOMlmN | 5.3‘06 | M
27.0 ' : .
126.0 m/z 68.95 59.12%
\\\‘\\\’\\\!‘\H‘??‘p “\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
miz--> 60 80 100 120 140 160 180
Abundance #58485. 1—Methy|—3—piperidinamine, N-(2-methylpropionyl
97.0
— ——
12.50 13.00
5000 m/z 81.05 56.35%
43.0
70 0
‘\‘ | 141.0 169.0
“w““,“u“““ A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14478: Cyclohexanemethanol, 2-methyl- — —
55.0 12.50 13.00
970 m/z 96.00  39.91%
5000
31.0
L e L laeo RLYVIIYN
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 7
R.T. EstConc Area Relative to ISTD R.T.

12.938 1.57 ug/L 32265 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 38
2 2,4-Octadienoic acid 140 C8H1202 083615-26-3 35
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 35
4 2-Fluoropyridine 97 C5H4AFN 000372-48-5 35
5 2-Fluoropyridine 97 C5H4FN 000372-48-5 35

Abundance Scan 1810 (12.938 min): VW021897.D\data.ms (-1804) (- m/z 97.10 100.00%

97.1
55.1
5000 70.0
39, 125.2140.1 wm

T 500
Il ‘\‘!Hh‘

SN A e m/z 55.10  70.60%
Mz 20 40 60 80 100 120 140

=

Abundance #20709: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000 T
13.00
81.0 1400 m/z 41.00 47.21%
39{
\\\‘\U\\“?\\Ml“\u“\\“‘\\\““\\\]\.2‘1\.()\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #21194: 2,4-Octadienoic acid
97.0
e
13.00
5000 41.0 m/z 70.05 41.42%
67.0 140.0
il i, g0 1220
miz--> 20 40 60 80 100 120 140
Abundance #13265: trans-1,2-Diethyl cyclopentane e
55.0 97.0 13.00

m/z 71.10 39.41%

5000
70.0
39ﬁ ‘ 126.0 j&j\wux
0 | [V

m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VW021897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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 Carbonic acid, eicosyl viny... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.408 1.93 ug/L 39805 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 53
2 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 53
3 Hexadecane 226 C16H34 000544-76-3 50
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 50
5 Heptacosane 380 C27H56 000593-49-7 50
Abundance Scan 1887 (13.408 min): VW021897.D\data.ms (-1878) - m/z 57.10 100.00%
57.1
5000
—
LY
el e m/z 71.10  79.53%
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 T T T /‘\»/\‘Jhﬁ
13.50
m/z 85.85 43.30%
i kM\H\M\d M }410 1820 . ‘2529“‘ 325,
m/z--> 50 100 200 250 300
Abundance #59089: Decane, 2,3,8-trimethyl-
57.0
A Al An
13.50
5000 m/z 43.05 37.34%
‘ ‘ 111.0
21 O
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane T
57.0 13.50
m/z 55.00 31.01%
5000
M | | “‘9? 0 1410 1830 226.0
23 “‘ e e e T P
m/z--> 100 150 200 250 300 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe11322\
Data File : VWO21897.D

Acqg On : 13 Jan 2022 17:42
Operator : SY/VA

Sample ¢ N1115-15

Misc : 6.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@11122SMA.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|
(DEL) Alkane: S... 8.506 1.9 ug/L 28039 1 8.842 372499 25.0
(DEL) Alkane: S... 9.067 1.3 ug/L 18857 1 8.842 372499 25.0
Sulfurous acid,... 12.134 2.6 ug/L 48170 2 11.628 465320 25.0
unknown-01 12.335 1.7 ug/L 31383 2 11.628 465320 25.0
(1,2,4-Trimethy... 12.774 2.4 ug/L 49315 3 13.554 514547 25.0
(DEL) Alkane: C... 12.853 1.6 ug/L 31844 3 13.554 514547 25.0
(DEL) Alkane: S... 12.938 1.6 ug/L 32265 3 13.554 514547 25.0
Carbonic acid, ... 13.408 1.9 ug/L 39805 3 13.554 514547 25.0
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