LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWo71124\
Data File : VWO29519.D

Acqg On : 11 Jul 2024 11:11
Operator : SY/MD

Sample : P3177-15RE

Misc : 4.98g/10mL/MSVOA_W/SOIL/B

ALS vial : 5 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\SFAMWNLMO70824SMA .M
Title : SFAMO1.0

Signal : TIC: VW@29519.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.363 72 78 92 rBV 69845 159092 17.82% 3.068%
2 2.899 159 166 185 rVB 44098 130511 14.62% 2.517%
3  3.350 237 240 242 rBV3 646 836 0.09% 0.016%
4 3,576 275 277 279 rBV 478 356 0.04% 0.007%
5 3.783 309 311 314 rBV3 609 671 ©0.08% 0.013%
6 3.868 321 325 327 rBV3 366 525 0.06% 0.010%
7 3.923 332 334 337 rBV 538 457 0.05% 0.009%
8 4.021 337 350 367 rBV 109209 349608 39.17% 6.742%
9 4.356 402 405 407 rBv2 556 564 0.06% 0.011%
10 4.381 407 409 410 rBV2 404 412 0.05% 0.008%
11 4.618 442 448 451 rBV3 1160 2484 0.28% 0.048%
12 4.832 481 483 486 rBv2 421 494 0.06% 0.010%
13 4.917 486 497 498 rBV4 7495 15973 1.79% 0.308%
14 5.332 564 565 568 rBv3 364 421 0.05% ©0.008%
15 5.466 585 587 589 rVB 518 469 0.05% 0.009%
16 5.539 596 599 602 rBvV2 336 428 0.05% 0.008%
17 5.569 602 604 607 rBv3 500 606 0.07% 0.012%
18 5.636 614 615 618 rBvV3 462 345 0.04% 0.007%
19 5.679 620 622 623 rBV2 468 388 0.04% 0.007%
20 5.758 631 635 637 rvv2 570 852 0.10% 0.016%
21 5.807 641 643 646 rVB3 369 399 0.04% 0.008%
22 6.112 690 693 696 rvB3 471 562 0.06% 0.011%
23 6.167 699 702 703 rBvV2 411 371 0.04% 0.007%
24 6.252 714 716 719 rBV 288 407 0.05% 0.008%
25 6.295 722 723 728 rVB4 337 482 0.05% ©0.009%
26 6.350 730 732 739 rVB4 561 818 0.09% 0.016%
27 6.398 739 740 742 rBV2 534 369 0.04% 0.007%
28 6.441 744 747 751 rBV3 457 688 0.08% 0.013%
29 6.478 751 753 755 rBV2 328 301 0.03% 0.006%
30 6.545 761 764 765 rBV 347 384 0.04% 0.007%
31 6.587 769 771 774 rVB2 377 483 0.05% 0.009%
32 6.679 784 786 789 rvV3 430 401 0.04% 0.008%
33 6.783 802 803 805 rVB 502 295 0.03% 0.006%
34 6.935 821 828 829 rBV4 467 818 0.09% 0.016%
35 6.947 829 830 831 rBV4 494 300 0.03% 0.006%
36 7.002 838 839 844 rBvV2 333 427 0.05% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWo71124\
Data File : VWO29519.D

Acqg On : 11 Jul 2024 11:11
Operator : SY/MD

Sample : P3177-15RE

Misc : 4.98g/10mL/MSVOA_W/SOIL/B

ALS vial : 5 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\SFAMWNLMO70824SMA .M
Title : SFAMO1.0
37 7.075 844 851 856 rBV2 15434 41210 4.62% ©.795%
38 7.429 908 909 911 rBvV2 524 483 0.05% 0.009%
39 7.648 934 945 961 rVB 154929 376793 42.21% 7.266%
40 7.752 961 962 963 rBvV 914 476 0.05% 0.009%
41  7.923 985 990 991 rBV3 396 578 0.06% 0.011%
42 7.947 991 994 997 rBV4 821 1201 0.13% 0.023%
43  8.014 1004 1005 1009 rBV2 396 437 0.05% 0.008%
44  8.276 1037 1048 1069 rBV2 300724 892559 100.00% 17.213%
45  8.471 1078 1080 1081 rBV 321 292 0.03% 0.006%
46  8.551 1090 1093 1095 rBV3 516 502 0.06% 0.010%
47  8.611 1102 1103 1105 rBvV2 540 489 0.05% 0.009%
48 8.691 1113 1116 1120 rVB4 817 1372  0.15% 0.026%
49 8.733 1120 1123 1128 rBV2 653 1010 0.11% 0.019%
50 8.843 1128 1141 1152 rBV 327224 654191 73.29% 12.616%
51 9.026 1169 1171 1172 rBV2 836 615 ©0.07% 0.012%
52 9.148 1188 1191 1192 rVB3 471 373 0.04% 0.007%
53 9.185 1195 1197 1202 rVB4 459 350 0.04% 0.007%
54 9.270 1202 1211 1226 rBV 207588 427856 47.94%  8.251%
55  9.459 1240 1242 1245 rVB2 632 645 0.07% 0.012%
56 9.502 1245 1249 1254 rBv4 569 1191 0.13% 0.023%
57 9.660 1273 1275 1277 rBV3 571 695 ©0.08% 0.013%
58 9.715 1282 1284 1285 rvv2 308 313 0.04% 0.006%
59 9.745 1287 1289 1291 rVB2 525 302 0.03% 0.006%
60 9.892 1312 1313 1317 rBV2 386 351 0.04% 0.007%
61 10.032 1329 1336 1346 rBV 77943 145112 16.26%  2.798%
62 10.184 1359 1361 1364 rBV2 497 541 0.06% 0.010%
63 10.251 1368 1372 1374 rVB3 369 457 0.05% 0.009%
64 10.319 1374 1383 1392 rBV 297691 529987 59.38% 10.221%
65 10.477 1407 1409 1412 rBV3 481 668 0.07% 0.013%
66 10.507 1412 1414 1415 rVV2 588 361 0.04% 0.007%
67 10.575 1419 1425 1437 rVWV 50214 90916 10.19% 1.753%
68 10.696 1441 1445 1451 rVv2 5624 10061 1.13% 0.194%
69 10.757 1453 1455 1457 rVB 582 432 0.05% 0.008%
70 10.831 1465 1467 1468 rBV 475 354 0.04% 0.007%
71 10.922 1475 1482 1496 rBV3 62790 141776 15.88% 2.734%
72 11.428 1563 1565 1566 rVB 592 294 0.03% 0.006%
73 11.489 1574 1575 1577 rBV 381 335 0.04% 0.006%
74 11.629 1590 1598 1609 rBV 289347 486896 54.55%  9.390%
75 11.837 1628 1632 1634 rBvV4 962 1712 0.19% 0.033%
76 11.873 1636 1638 1640 rVB2 614 392 0.04% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWo71124\
Data File : VWO29519.D

Acqg On : 11 Jul 2024 11:11
Operator : SY/MD

Sample : P3177-15RE

Misc : 4.98g/10mL/MSVOA_W/SOIL/B

ALS vial : 5 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\SFAMWNLMO70824SMA .M
Title : SFAM@1.0
77 11.946 1648 1650 1651 rBV 709 505 0.06% 0.010%
78 11.989 1655 1657 1659 rvv3 410 362 0.04% 0.007%
79 12.013 1659 1661 1664 rvv2 292 318 0.04% 0.006%
80 12.080 1670 1672 1674 rBV 372 320 0.04% 0.006%
81 12.135 1677 1681 1682 rBV3 429 530 0.06% 0.010%
82 12.215 1692 1694 1696 rBV2 294 297 0.03% 0.006%
83 12.471 1731 1736 1740 rBV4 1335 2598 0.29% 0.050%
84 12.525 1743 1745 1746 rBV 458 345 0.04% 0.007%
85 12.599 1751 1757 1764 rVB 22747 37981 4.26% ©.732%
86 12.690 1764 1772 1780 rBV 95868 161246 18.07% 3.110%
87 12.861 1798 1800 1801 rBV2 377 341 0.04% 0.007%
88 12.934 1808 1812 1813 rBV3 947 1199 0.13% 0.023%
89 13.001 1822 1823 1824 rBV 696 322 0.04% 0.006%
90 13.184 1850 1853 1861 rVB2 4695 7677 ©0.86% ©0.148%
91 13.403 1880 1889 1895 rVB3 9040 18088 2.03% ©0.349%
92 13.464 1895 1899 1902 rBVe6 2065 3887 0.44% 0.075%
93 13.556 1908 1914 1919 rBV 131801 213596 23.93% 4.119%
94 13.641 1925 1928 1937 rVB 25217 39614 4.44% 0.764%
95 13.848 1956 1962 1968 rBV 91443 154046 17.26% 2.971%
96 14.056 1992 1996 2002 rBV 17021 27071 3.03% 0.522%
97 14.318 2035 2039 2044 rBV3 5657 8018 ©.90% ©.155%
98 14.519 2068 2072 2080 rVB2 11247 18003 2.02% 0.347%
99 15.080 2161 2164 2166 rBvV4 796 1145 0.13% 0.022%
100 16.281 2360 2361 2363 rVB2 644 316 ©0.04% 0.006%
Sum of corrected areas: 5185400
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71124\

: VWe29519.D

: 11 Jul 2024 11:11

: SY/MD

: P3177-15RE

: 4.98g/10mL/MSVOA_W/SOIL/B
: 5 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .M
. SFAM@1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

0
Time-->

TIC: VW029519.D\data.ms

4.021

2.363
2.899

3.350 3.5763. 3 43 4.618 4.63917 6 0. GHROSEBR BT 5.

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance

300000

250000

200000

150000

100000

50000

TIC: VW029519.D\data.ms

8.843

8.276 10.319 11.629

9.270

7.648

10.032

0=
Time-->

10.922
10.575
h“am 7. 429 75277%4 8 &m% 9 028.1 994599 GHZAB 892 10].(D 1]131283 11.

‘ ‘
7. 00 7. 50 8. 00 8. 50 9 OO 9. 50 10 00 10 50 11 00 11. 50

Abundance

300000

250000

200000

150000

100000

50000

TIC: VW029519.D\data.ms

13.556

12.690

14.056

12.59
|ARRRE 5 12.31515&3 212&13)0&3 1841394{ 4 14 iljifjr(lg 15080 16.281

Time-->

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\VWe71124\
Data File : VW@29519.D

Acqg On : 11 Jul 2024 11:11
Operator : SY/MD

Sample : P3177-15RE

Misc : 4.98g/10mL/MSVOA_W/SOIL/B

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.403 2.12 ug/L 18088 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
2 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 59
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 59
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
Abundance Scan 1889 (13.403 min): VW029519.D\data.ms (-1880) ( m/z 57.05 100.00%
57.0
5000 85.0 Nj\
e =
37 H 10981772 13.00 13.50
Ol e AO98 w/z 71.1@ 55.40%
m/z--> 20 40 60 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
5000 MNAAW AL
13.00 13.50
85.0 m/z 43.00 53.19%
29.0 ‘ ‘
O T ’ \‘\‘\ \“ \ T \‘!“ T \H\ T ‘ ‘\ T \“’]\-]\-0\.(\):‘[\27\.\(}\ ‘ T \1\5\6.‘0\ LI
m/z--> 40 60 80 100 120 140 160
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester
43.0 71.0
— T
13.00 13.50
5000 ITI/Z 41.05 44 .43%
0 26.0 ““ “ 1930 111.0129.0 167.0
e R e
m/z--> 20 40 60 80 100 120 140 160
Abundance #61055: 1-Octanol, 2-butyl- = =
57.0 13.00 13.50
m/z 85.00 42.79%
5000
29.0 85.0
111.0
bl b 171280 1840 b e ALY
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\VWe71124\
Data File : VW@29519.D

Acqg On : 11 Jul 2024 11:11
Operator : SY/MD

Sample : P3177-15RE

Misc : 4.98g/10mL/MSVOA_W/SOIL/B

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.641 4.64 ug/L 39614 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 53
5 2-Octene, (E)- 112 C8H16 013389-42-9 50

Abundance Scan 1928 (13.641 min): VW029519.D\data.ms (-1925) ( m/z 57.10 100.00%
£

A
41.1
5000
83.1

el
1350  14.00

1121
S “}‘\ uwl : e BT Sz 4110 60.28%

miz-> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0

[

o

5000 41.0 1350 1400
83.0 m/z 55.85 50.11%
- ‘m A ‘\“‘ | “‘1 L ne
miz--> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
Dby e T
13.50 14.00
5000 m/z 43.05 35.52%
41.0
83.0
ol 180 J‘}}?P“““““
miz--> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl- e e
57.0 13.50 14.00

5000 41.0
‘ ‘ 83.0
0 15.0 ‘\ ‘ M . ‘\ “\ ‘\ | 11?'0 YA /\I\ A I}

R
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71124\
Data File : VW@29519.D

Acqg On : 11 Jul 2024 11:11
Operator : SY/MD

Sample : P3177-15RE

Misc : 4.98g/10mL/MSVOA_W/SOIL/B

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .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: Cyclic14.519 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.519 2.11 ug/L 18003 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 49
2 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 43
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 43
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 43
5 2-Octene, (E)- 112 C8H16 013389-42-9 35
Abundance Scan 2072 (14.519 min): VW029519.D\data.ms (-2068) (| m/z 43.00 100.00%
43.0
70.0
5000
1450 |
112.3 :
Obrrrrered “u“‘s“lhv‘hlm W e 280 sz 70000 72.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
70.0
5000
41.0 14.50
112.0 m/z 55.00 52.96%
O \\\‘\‘\‘\\““\\\h ‘\w‘\\“!\\\“\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Hexane, 2-methyl-4-methylene-
70.0
T T
43.0 14.50
5000 m/z 41.00 36.24%
112.0
0 Hu“!uwM":"u"‘m‘w_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7571: Heptane, 3-methylene- T ‘
70.0 14.50
m/z 83.00  28.92%
5000 41.0
112.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71124\
Data File : VWO29519.D

Acqg On : 11 Jul 2024 11:11
Operator : SY/MD

Sample : P3177-15RE

Misc : 4.98g/10mL/MSVOA_W/SOIL/B

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .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... 13.403 2.1 ug/L 18088 3 13.556 213596 25.0
1-Hexanol, 2-et... 13.641 4.6 ug/L 39614 3 13.556 213596 25.0
(DEL) Alkane: C... 14.519 2.1 ug/L 18003 3 13.556 213596 25.0
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