LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72221\
Data File : VWO19557.D

Acqg On : 22 Jul 2021 17:09
Operator : SY/VA

Sample 1 M3141-14

Misc : 4.98g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 17 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\SFAMWNLMO70921SMA.M
Title : SFAMO1.0

Signal : TIC: VWO19557.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.178 39 45 52 rBV3 8783 16008 0.88% 0.128%
2 2.361 68 75 86 rvB 108768 205326 11.29% 1.643%
3 2.898 155 163 177 rVB 79181 188596 10.37%  1.509%
4 3,385 239 243 245 rBV3 807 1245 0.07% 0.010%
5 3.580 273 275 278 rBvV2 306 278 0.02% 0.002%
6 3.696 289 294 297 rBvV4 280 586 ©0.03% 0.005%
7 3.739 299 301 308 rVB5 554 1016 ©0.06% ©0.008%
8 4.025 337 348 359 rBV 180953 552184 30.35% 4.419%
9 4.135 360 366 378 rVB 21299 58433 3.21% 0.468%
10 4.397 397 409 422 rBV2 10759 37943 2.09% 0.304%
11 4.665 451 453 457 rBvV2 184 286 0.02% 0.002%
12 4,922 481 495 515 rBvV 69022 248485 13.66% 1.989%
13 5.141 528 531 533 rBV 237 344 0.02% ©0.003%
14 5.190 537 539 544 rVB2 291 373 0.02% 0.003%
15 5.379 567 570 572 rBV 195 272 0.01% 0.002%
16 5.946 653 663 674 rVW2 21481 63370 3.48% 0.507%
17 6.385 733 735 738 rBV 219 267 0.01% 0.002%
18 6.805 799 804 807 rVB2 199 271 0.01% 0.002%
19 6.970 827 831 832 rBV2 344 301 0.02% 0.002%
20 7.080 840 849 860 rBV 56154 166624 9.16%  1.334%
21 7.330 888 890 893 rVB3 301 323  0.02% 0.003%
22 7.537 919 924 925 rBV3 342 481 0.03% 0.004%
23 7.653 932 943 959 rBV 304306 758514 41.70% 6.071%
24 7.951 983 992 1000 rVB9 2142 6248 0.34% 0.050%
25 8.025 1000 1004 1006 rBV3 430 559 0.03% 0.004%
26 8.153 1021 1025 1032 rVB4 1382 2917 0.16% 0.023%
27 8.281 1035 1046 1063 rBV2 622025 1819101 100.00% 14.559%
28 8.561 1088 1092 1093 rBV2 451 488 0.03% 0.004%
29 8.634 1101 1104 1109 rVB2 446 703 0.04% 0.006%
30 8.695 1109 1114 1119 rBV5 1537 3248 0.18% 0.026%
31 8.738 1119 1121 1125 rVB2 311 259 0.01% 0.002%
32 8.842 1130 1138 1152 rBV 524872 1045605 57.48% 8.369%
33 9.079 1171 1177 1184 rVB6 2422 4771 0.26% 0.038%
34 9.274 1201 1209 1227 rBV 418884 854082 46.95% 6.836%
35 9.665 1266 1273 1281 rBvV3 3697 7033 0.39% 0.056%

36 10.036 1326 1334 1343 rBV 199042 356408 19.59%  2.853%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72221\
Data File : VWO19557.D

Acqg On : 22 Jul 2021 17:09
Operator : SY/VA

Sample 1 M3141-14

Misc : 4.98g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 17 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\SFAMWNLMO70921SMA.M
Title : SFAMO1.0
37 10.128 1345 1349 1357 rvVB2 2335 4771 0.26% 0.038%
38 10.213 1362 1363 1367 rvB2 329 336 0.02% 0.003%
39 10.323 1373 1381 1389 rvV 844808 1488475 81.82% 11.913%
40 10.390 1389 1392 1402 rVB2 9305 16168 0.89% 0.129%
41 10.506 1407 1411 1413 rVB2 381 331 0.02% 0.003%
42 10.579 1415 1423 1433 rBV 128722 218918 12.03% 1.752%
43 10.707 1438 1444 1452 rVB 3097 5457 0.30% 0.044%
44 10.859 1465 1469 1473 rVB4 397 666 0.04% 0.005%
45 10.927 1473 1480 1493 rBV 228815 372364 20.47%  2.980%
46 11.067 1501 1503 1507 rBV4 572 593 0.03% 0.005%
47 11.225 1528 1529 1533 rVB3 513 535 0.03% 0.004%
48 11.347 1546 1549 1552 rBV 263 373  0.02% 0.003%
49 11.439 1562 1564 1567 rBvV3 297 275 0.02% 0.002%
50 11.634 1588 1596 1609 rBV 715749 1184715 65.13% 9.482%
51 11.737 1609 1613 1619 rVB4 1558 2644 0.15% 0.021%
52 11.841 1623 1630 1637 rBv2 3795 8087 0.44% 0.065%
53 11.890 1637 1638 1640 rvB2 382 258 0.01% ©0.002%
54 11.914 1640 1642 1644 rBV3 363 440 0.02% 0.004%
55 11.993 1650 1655 1662 rVB4 707 1824 0.10% 0.015%
56 12.054 1662 1665 1671 rVB3 363 699 0.04% 0.006%
57 12.115 1671 1675 1676 rBvV3 406 508 0.03% 0.004%
58 12.134 1676 1678 1679 rvv2 448 355 0.02% ©0.003%
59 12.170 1679 1684 1689 rVB3 2458 3741 0.21% 0.030%
60 12.335 1706 1711 1713 rBV4 793 1217 0.07% 0.010%
61 12.469 1725 1733 1739 rVWV4 4492 7592 0.42% 0.061%
62 12.518 1739 1741 1744 rVB2 394 309 0.02% 0.002%
63 12.560 1744 1748 1749 rBV2 434 589 0.03% 0.005%
64 12.603 1749 1755 1761 rVB4 3216 6755 0.37% 0.054%
65 12.695 1763 1770 1778 rBV 308991 512136 28.15% 4.099%
66 12.774 1781 1783 1791 rVB8 1638 3043 0.17% 0.024%
67 12.896 1796 1803 1806 rBV 5271 7705 0.42% 0.062%
68 12.938 1806 1810 1818 rVB6 2499 6043 0.33% 0.048%
69 13.036 1821 1826 1829 rVB5 882 1483 0.08% 0.012%
70 13.103 1836 1837 1839 rVB 570 291 0.02% 0.002%
71 13.164 1844 1847 1848 rBV2 645 562 0.03% 0.004%
72 13.194 1848 1852 1856 rVB3 1455 2119 0.12% 0.017%
73 13.243 1856 1860 1861 rBV4 1868 1922 0.11% 0.015%
74 13.408 1878 1887 1892 rBV4 1902 5049 0.28% 0.040%
75 13.469 1892 1897 1899 rBV4 3529 5470 0.30% 0.044%

76 13.560 1905 1912 1919 rBV 609044 970170 53.33% 7.765%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72221\
Data File : VWO19557.D

Acqg On : 22 Jul 2021 17:09
Operator : SY/VA

Sample 1 M3141-14

Misc : 4.98g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 17 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\SFAMWNLMO70921SMA.M
Title : SFAMO1.0
77 13.646 1921 1926 1941 rVB 124314 201074 11.05% 1.609%
78 13.853 1952 1960 1969 rBV 618956 1005147 55.26%  8.045%
79 14.072 1992 1996 2000 rVB 3402 5134 0.28% 0.041%
80 14.145 2005 2008 2013 rVB6 1288 2061 0.11% 0.016%
81 14.206 2016 2018 2021 rBV3 344 418 0.02% 0.003%
82 14.322 2034 2037 2042 rVB4 2008 3096 0.17% 0.025%
83 14.389 2044 2048 2052 rBV6 2291 3806 0.21% 0.030%
84 14.523 2067 2070 2071 rBV3 844 1008 0.06% ©0.008%
85 14.591 2079 2081 2084 rBV3 318 328 0.02% 0.003%
86 14.621 2084 2086 2090 rVB4 1416 1863 ©0.10% 0.015%
87 14.700 2095 2099 2100 rBV4 644 919 ©0.05% 0.007%
88 14.719 2100 2102 2108 rVB4 1881 2580 0.14% 0.021%
89 14.932 2135 2137 2140 rVB3 481 348 0.02% 0.003%
90 15.133 2165 2170 2173 rBV4 1269 2072 0.11% 0.017%
91 15.365 2204 2208 2211 rBV3 1234 1832 0.10% 0.015%
92 15.487 2223 2228 2234 rBV 4573 7703 0.42% 0.062%
93 15.554 2234 2239 2242 rVB5 1958 3466 0.19% 0.028%
94 15.627 2249 2251 2252 rBV 347 273  0.02% 0.002%
95 15.676 2256 2259 2262 rBV3 542 683 0.04% 0.005%
96 15.700 2262 2263 2264 rBV 589 341 0.02% 0.003%
97 15.999 2310 2312 2315 rVB4 755 558 0.03% 0.004%
98 16.279 2356 2358 2363 rVB3 638 889 0.05% 0.007%
99 16.407 2377 2379 2381 rBV3 437 331 0.02% 0.003%
100 16.627 2410 2415 2417 rBV4 419 613 0.03% 0.005%
Sum of corrected areas: 12494479
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072221\
Data File : VW@19557.D

Acq On : 22 Jul 2021 17:09
Operator : SY/VA

Sample : M3141-14

Misc : 4.98g/10.0mL/MSVOA_W/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70921SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW019557.D\data.ms
800000

700000
600000
500000
400000
300000

200000 4.025

2.361
100000 2.898 4.922

\__ 2178 /\ 3.3853.583989 135 4307 4665 /\ 534905379

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: VW019557.D\data.ms

800000

5.946

10.823

11.634
700000
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600000
8.842
500000
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400000

300000 7.653
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Abundance TIC: VW019557.D\data.ms
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Time--> 12.00 12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072221\
Data File : VW@19557.D

Acq On : 22 Jul 2021 17:09
Operator : SY/VA

Sample : M3141-14

Misc : 4.98g/10.0mL/MSVOA_W/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70921SMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.946 1.52 ug/L 63370 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 64
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 56
3 n-Hexane 86 C6H14 000110-54-3 56
4 n-Hexane 86 C6H14 000110-54-3 53
5 n-Hexane 86 C6H14 000110-54-3 53

Abundance Scan 663 (5.946 min): VW019557.D\data.ms (-653) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.1 R R R Rama
‘ ‘ 711 5.60 5.80 6.00 6.20
O L L L e m/z 41.00 79.71%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 \‘HH/‘L\HH‘HH‘HH’\
5.60 5.80 6.00 6.20
86.0 m/z 43.00 60.93%
15.0 ‘ 71.0
O\\\‘\\\\‘\i‘\\‘\\1\‘\\\i“\}\\‘\‘\\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
T
41.0 5.60 5.80 6.00 6.20
5000 m/z 56.00 56.53%
29.0 86.0
15.0 ‘\‘ ‘\ | \‘ | 7110 |
O e e e e
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane R R AR
57.0 5.60 5.80 6.00 6.20
43.0 .
m/z 42.00 36.84%
29.0
5000
86.0
15.0 ‘ ‘ 71.0
ot e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072221\
Data File : VW@19557.D

Acq On : 22 Jul 2021 17:09
Operator : SY/VA

Sample : M3141-14

Misc : 4.98g/10.0mL/MSVOA_W/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70921SMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.646 5.18 ug/L 201074 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 1926 (13.646 min): VW019557.D\data.ms (-1921) (- m/z 57.05 100.00%
57.

0
5000
83.1 T T
13.50 14.00
112.1
o"‘_H“H;Mw:‘u“phHu“‘m_‘“‘1‘59-‘1‘””_”‘2‘9‘7:9 m/z 41.65 42.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 P —r—
13.50 14.00
29.0 83.0 m/z 55.00 37.84%
L L L]
O\\\‘\\‘\\“‘\\\“\\‘\\“1\\\“\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
—Ls =
13.50 14.00
5000 m/z 43.10 31.23%
29.0 83.0
L L] e
0\\\_1\w“\wH\ﬂ\yk\JM\JW\\H‘\H\‘H\\_\\W\\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15686: 2-Propyl-1-pentanol P =
57.0 13.50 14.00
m/z 70.10 26.06%
5000
29.0 83.0
Il L 120
O R e e R O R R RS R g
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72221\
Data File : VWO19557.D

Acqg On : 22 Jul 2021 17:09
Operator : SY/VA

Sample : M3141-14

Misc : 4.98g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@70921SMA.M
Quant Title : SFAM@1.0

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... 5.946 1.5 ug/L 63370 1 8.848 1045610 25.0
1-Hexanol, 2-et... 13.646 5.2 ug/L 201074 3 13.560 970170 25.0
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