LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VWO25740.D

Acqg On : 27 Apr 2023 21:36
Operator : SY/MD

Sample : 02499-20

Misc : 5.75g/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\SFAMWLMO42723SMA.M
Title : SFAMO1.0

Signal : TIC: VWO25740.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.143 40 42 46 rBv4 2974 5527 ©.25% 0.030%
2 2.234 51 57 59 rBvVv7 3929 8572 0.38% 0.047%
3 2.362 72 78 93 rBV 77367 214112 9.51% 1.181%
4  2.49% 95 100 112 rBV 30444 84479  3.75%  0.466%
5 2.899 159 166 178 rBV2 70959 193086 8.58% 1.065%
6 3.527 267 269 271 rVV3 1616 1531 0.07% 0.008%
7 3.588 278 279 283 rVB4 1192 1431 0.06% ©.008%
8 3.734 299 303 304 rBV3 1427 2035 0.09% 0.011%
9 4.027 337 351 359 rVwV 200124 660262 29.33% 3.641%
106 4.118 360 366 382 rVV 148076 427338 18.98% 2.356%
11 4.228 382 384 385 rVB 1817 1181 ©0.05% 0.007%
12 4.392 405 411 415 rBVS 4422 10620 0.47% 0.059%
13 4.636 449 451 454 rVWW4 1323 1322 0.06% 0.007%
14 4.667 454 456 459 rVB4 1540 1754 0.08% 0.010%
15 4.813 478 480 484 rVB5 1052 1273 0.06% 0.007%
16 4.923 484 498 511 rBV2 21753 95288 4.23% 0.525%
17 5.e51 518 519 524 rVB5S 1666 1275 0.06% 0.007%
18 5.136 531 533 535 rBV3 1583 1945 0.09% 0.011%
19 5.319 559 563 567 rBv7 879 1349 0.06% 0.007%
20 5.417 576 579 581 rBV3 1318 1623 0.07% 0.009%
21 5.679 617 622 623 rBv4 1059 1277 ©0.06% 0.007%
22 5.941 658 665 675 rVvB4 8455 22696 1.01% 0.125%
23 6.026 675 679 682 rVB6 1774 2774 0.12% 0.015%
24 6.069 682 686 688 rBvV3 1886 2503 0.11% 0.014%
25 6.179 703 704 707 rBV3 1437 1341 0.06% 0.007%
26 6.264 715 718 720 rVB4 1424 1581 0.07% 0.009%
27 6.362 732 734 739 rVB6 1040 1211 0.05% 0.007%
28 6.423 741 744 747 rBV4 1105 1744 0.08% 0.010%
29 6.703 788 790 792 rVB3 1312 1182 0.05% 0.007%
30 6.752 792 798 801 rBV6 1320 2812 0.12% 0.016%
31 6.892 818 821 823 rBV4 1647 2073 0.09% 0.011%
32 7.075 842 851 861 rBV2 100370 302502 13.44% 1.668%
33 7.380 899 901 905 rBV4 1157 1645 0.07% 0.009%
34 7.514 921 923 924 rBV2 1657 1316 0.06% 0.007%
35 7.532 924 926 930 rvvs 1386 1655 0.97% 0.009%

36 7.648 935 945 960 rVvv2 309136 932943 41.45% 5.145%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VWO25740.D

Acqg On : 27 Apr 2023 21:36
Operator : SY/MD

Sample : 02499-20

Misc : 5.75g/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\SFAMWLMO42723SMA.M
Title : SFAMO1.0
37 7.764 960 964 970 rvB8 2143 3535 0.16% 0.019%
38 7.941 989 993 994 rBV4 1395 1866 ©0.08% 0.010%
39 7.995 1001 1002 1004 rBV2 1199 1255 0.06% 0.007%
40 8.044 1007 1010 1013 rVV5 1434 2055 0.09% 0.011%
41  8.276 1038 1048 1063 rBV2 750236 2251011 100.00% 12.413%
42 8.544 1089 1092 1093 rBV3 2752 2731 0.12% 0.015%
43 8.739 1123 1124 1128 rVB3 1393 1454 0.06% 0.008%
44  8.776 1128 1130 1132 rBV3 1155 1408 ©0.06% ©0.008%
45  8.843 1132 1141 1156 rBV 727321 1437448 63.86% 7.927%
46 9.075 1171 1179 1193 rBV 280714 573599 25.48% 3.163%
47  9.270 1203 1211 1222 rBV 526398 1098859 48.82% 6.060%
48 9.440 1237 1239 1244 rVB6 2024 2452  0.11% 0.014%
49 9.520 1250 1252 1257 rBV6 1099 1656 0.07% 0.009%
50 9.617 1264 1268 1269 rBvV3 1254 1266 0.06% 0.007%
51 9.666 1271 1276 1281 rVvv7 3481 6441 0.29% 0.036%
52 9.891 1308 1313 1320 rVB7 3313 5913 0.26% 0.033%
53 10.032 1327 1336 1345 rBV 271626 503807 22.38% 2.778%
54 10.129 1347 1352 1360 rVB2 13053 24640 1.09% 0.136%
55 10.208 1360 1365 1370 rBV4 7988 15884 ©0.71% ©0.088%
56 10.324 1376 1384 1393 rBV 999592 1787478 79.41% 9.857%
57 10.574 1418 1425 1439 rBV 182157 319982 14.22% 1.764%
58 10.702 1441 1446 1450 rBvV2 8175 13414 0.60% 0.974%
59 10.788 1458 1460 1463 rVB4 1604 1689 0.08% 0.009%
60 10.861 1463 1472 1477 rBV 472921 811125 36.03% 4.473%
61 10.922 1477 1482 1501 rVV 385513 694310 30.84% 3.829%
62 11.074 1503 1507 1514 rVV8 7729 15652 0.70% 0.086%
63 11.196 1525 1527 1530 rVB4 1841 1260 0.06% 0.007%
64 11.550 1583 1585 1587 rBV3 1403 1437 0.06% ©0.008%
65 11.629 1590 1598 1606 rBV 1003933 1676712 74.49%  9.246%
66 12.092 1671 1674 1675 rBV3 1143 1285 0.06% 0.007%
67 12.165 1680 1686 1695 rVB3 4883 11407 0.51% 0.063%
68 12.232 1695 1697 1702 rBV5S 2520 4044 0.18% 0.022%
69 12.458 1732 1734 1736 rBV3 1462 2051 0.09% 0.011%
70 12.604 1751 1758 1764 rVB2 26453 50734 2.25% 0.280%
71 12.690 1764 1772 1779 rBV 228717 384601 17.09%  2.121%
72 12.757 1779 1783 1787 rVB4 4120 7814 0.35% 0.043%
73 12.940 1810 1813 1819 rVB8 4328 7686 0.34% 0.042%
74 13.104 1836 1840 1841 rBV4 2888 3001 0.13% 0.017%
75 13.202 1851 1856 1861 rBV7 5692 13158 ©0.58% 0.073%
76 13.245 1861 1863 1864 rBV2 3318 2623 0.12% 0.014%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VWO25740.D

Acqg On : 27 Apr 2023 21:36
Operator : SY/MD

Sample : 02499-20

Misc : 5.75g/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\SFAMWLMO42723SMA.M
Title : SFAM@1.0
77 13.403 1882 1889 1894 rBV6 7317 13652 0.61% 0.075%
78 13.464 1894 1899 1907 rBV6 7740 20001 ©.89% ©.110%
79 13.555 1907 1914 1924 rVV 1010891 1601943 71.17% 8.834%
80 13.641 1924 1928 1937 rVB 49234 83515 3.71% 0.461%
81 13.848 1955 1962 1973 rVB 909983 1505346 66.87% 8.301%
82 14.061 1992 1997 2004 rVV 25444 41126 1.83% 0.227%
83 14.122 2006 2007 2013 rVB6 3887 4561 0.20% ©0.025%
84 14.324 2034 2040 2045 rBVS5 13881 24545 1.09% 0.135%
85 14.616 2085 2088 2089 rBV3 3086 3007 0.13% 0.017%
86 14.714 2102 2104 2105 rBvV2 2169 1425 0.06% 0.008%
87 15.012 2151 2153 2155 rBv4 1813 1505 ©0.97% 0.008%
88 15.116 2168 2170 2171 rBV2 2218 1471 0.97% 0.008%
89 15.171 2175 2179 2183 rBV7 3658 5953 0.26% 0.033%
90 15.427 2212 2221 2226 rBvV2 23683 44715 1.99% 0.247%
91 15.482 2227 2230 2236 rVB 7731 12901 ©.57% 0.071%
92 15.531 2236 2238 2239 rBV2 1335 1182 0.05% 0.007%
93 15.592 2246 2248 2252 rVB5 1702 1532 0.07% 0.008%
94 15.793 2276 2281 2284 rBV6 3742 6929 ©0.31% 0.038%
95 15.945 2303 2306 2310 rBV6 2560 4695 0.21% 0.026%
96 15.982 2310 2312 2315 rvVv4 2556 1922 0.09% 0.011%
97 16.037 2319 2321 2324 rVB4 1964 1702 ©0.08% 0.009%
98 16.128 2335 2336 2342 rVB6 1552 1807 ©0.08% 0.010%
99 16.268 2358 2359 2362 rBV3 1527 1498 0.07% 0.008%
100 16.591 2410 2412 2415 rBvV4 1231 1520 0.07% 0.008%
Sum of corrected areas: 18134454
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\

: VWe25740.D

: 27 Apr 2023 21:36

: SY/MD

¢ 02499-20

: 5.75g/1@mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42723SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW025740.D\data.ms
1000000
800000
600000
400000
200000 4'02_118
2362 2.899
4
oh 21233 3.8%588.734 228.392 46667.80 PP 051365.39917 5.679 5. BHN6IHIEEER3 65052
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time—>  2.00 220 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 TIC: VW025740.D\data.ms
1000000 10.824 11.629
800000 8.276 6843
600000
9.270
10.861
400000 1p.922
7.648
9.075 10.032
200000 10.574
7.075
0892 Mssm 7647 PEDB4 8.5448873 9.91528686 9.891/1011220 0102 1024196 115
e e e e e e =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW025740.D\data.ms
1000000 13.655
13.848
800000
600000
400000
12.690
200000
6 641 || 4 1
0 12100968321 2.458 593 7572, 943 102023 308 4 426524324 1454614 15.093151 1314482D25.7955888196.268  16.591
T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
Time--> 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\VWe42723\
Data File : VWO25740.D

Acqg On : 27 Apr 2023 21:36
Operator : SY/MD

Sample : 02499-20

Misc : 5.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42723SMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.496 1.47 ug/L 84479  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 2-Hexanamine 101 C6H15N 005329-79-3 9
3 Acetaldehyde 44 C2H40 000075-07-0 9
4 (2-Aziridinylethyl)amine 86 C4H1ON2 004025-37-0 9
5 N-Dodecylmethylamine 199 C13H29N 1000342-26-1 9
Abundance Scan 100 (2.496 min): VW025740.D\data.ms (-95) (-) m/z 44.05 100.00%
44.0
5000 Jk\
s ARARRRRE
978 2.20 2.40 2.60 2.80
ol dl 9781283 1650 2178 280 /7 43.05 55.90%
miz-> 50 100 150 200 250
Abundance #80: Acetaldehyde
29.0
5000 L L B BN LR
2.20 2.40 2.60 2.80
m/z 41.95 21.00%
O \“‘ T “H \“‘ ‘ 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 #4640: 2-Hexanamine
44.0
M\\\‘\\\\‘\\\\‘\\\\‘\\\\
2.20 2.40 2.60 2.80
5000 m/z 41.00 8.15%
86.0
o i e
miz--> 50 100 150 200 250
Abundance #81: Acetaldehyde B e
29.0 2.20 2.40 2.60 2.80
m/z 39.95 3.28%
o b U
m/z--> 50 100 150 200 250 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VWO25740.D

Acqg On : 27 Apr 2023 21:36
Operator : SY/MD

Sample : 02499-20

Misc : 5.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42723SMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.641 1.30 ug/L 83515 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 1928 (13.641 min): VW025740.D\data.ms (-1924) ( m/z 57.05 100.00%
57.0
- J&J\f&wﬂJ\vuA
83.0 Y S
13.50 14.00
112.2 ¢
0 bbb M9 e RS myz 41010 46.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 ALl ot
13.50 14.00
29.0 83.0 m/z 55.00 37.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
e =
13.50 14.00
5000 m/z 43.10 33.62%
83.0
29.0
‘ ‘ ‘ 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15694: 1-Hexanol, 2-ethyl- T =
57.0 13.50 14.00
m/z 70.10 27.77%
5000
83.0
il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VW@25740.D

Acqg On : 27 Apr 2023 21:36
Operator : SY/MD

Sample : 02499-20

Misc : 5.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42723SMA .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|
unknown-01 2.496 1.5 ug/L 84479 1 8.843 1437450 25.0
1-Hexanol, 2-et... 13.641 1.3 ug/L 83515 3 13.555 1601940 25.0
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