LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122221\
Data File : VWO21595.D

Acqg On : 23 Dec 2021 04:54
Operator : SY/VA

Sample : M5214-04

Misc : 6.05g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 45 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: VW@21595.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.349 68 73 80 rVB 37273 60647 13.43% 1.738%
2 2.879 155 160 170 rVB 22786 46612 10.33% 1.336%
3 3.727 296 299 301 rBvV 96 134 0.03% 0.004%
4 4.013 335 346 363 rBV 49544 138819 30.75% 3.978%
5 4.269 385 388 389 rBV 80 101 ©0.02% 0.003%
6 4.349 398 401 402 rBV 102 127 0.03% 0.004%
7 4.403 407 410 412 rBV 84 116 ©0.03% 0.003%
8 4.464 419 420 422 rBV 84 83 0.02% 0.002%
9 4.538 430 432 435 rBB 109 116 0.03% 0.003%
10 4.568 435 437 439 rBB 101 81 0.02% 0.002%
11  4.623 442 446 447 rBB 86 108 ©0.02% ©0.003%
12 4.684 454 456 458 rBB 125 112 0.02% 0.003%
13 4.751 464 467 468 rBV 99 103 0.02% 0.003%
14 4.916 483 494 505 rBV2 7177 21724 4.81% 0.623%
15 5.092 522 523 526 rVB2 147 124 0.03% 0.004%
16 5.226 543 545 546 rBV2 111 81 0.02% 0.002%
17 5.263 549 551 554 rBB 167 162 0.04% 0.005%
18 5.342 560 564 567 rBV 81 165 0.04% 0.005%
19 5.367 567 568 572 rVB 160 174 0.04% 0.005%
20 5.409 572 575 579 rBB 160 212 0.05% ©0.006%
21 5.470 582 585 586 rBB 139 106 0.02% ©0.003%
22 5.489 586 588 591 rBB 79 96 0.02% 0.003%
23 5.696 620 622 623 rBV 132 114 0.03% ©0.003%
24 5.793 635 638 641 rBB 87 143 0.03% 0.004%
25 5.824 642 643 645 rBV 144 120 0.03% 0.003%
26 5.940 656 662 669 rV4 810 2176 0.48% 0.062%
27 6.147 694 696 697 rBB4 115 79 0.02% 0.002%
28 6.184 698 702 704 rBB4 73 86 0.02% 0.002%
29 6.434 740 743 744 rBB4 136 103 0.02% 0.003%
30 6.482 749 751 755 rBB 104 131 0.03% 0.004%
31 6.562 763 764 767 rBB 114 85 0.02% 0.002%
32 6.623 773 774 777 rBV 60 86 0.02% 0.002%
33 6.665 779 781 783 rBB 130 93 0.02% 0.003%
34 6.781 796 800 804 rBV 147 262 0.06% ©0.008%
35 6.885 816 817 819 rBB 141 78 0.02% 0.002%
36 7.086 842 850 866 rBV 9150 30346 6.72% 0.870%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122221\
Data File : VWO21595.D

Acqg On : 23 Dec 2021 04:54
Operator : SY/VA

Sample : M5214-04

Misc : 6.05g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 45 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 7.446 907 909 911 rBV 74 92 0.02% 0.003%
38 7.549 923 926 927 rBB 128 86 0.02% 0.002%
39 7.653 933 943 957 rBB 79676 197533 43.76% 5.661%
40 7.945 987 991 994 rBB2 179 271 0.06% 0.008%
41  8.159 1024 1026 1027 rBB2 144 79 0.02% 0.002%
42 8.189 1030 1031 1034 rBB2 141 90 0.02% 0.003%
43 8.275 1034 1045 1061 rBV2 149987 451432 100.00% 12.937%
44 8.708 1113 1116 1118 rBV 190 284 0.06% ©0.008%
45  8.842 1130 1138 1150 rBV 156081 307499 68.12% 8.812%
46 9.067 1174 1175 1184 rVB3 251 467 0.10% 0.013%
47  9.214 1198 1199 1201 rBV 255 236 0.05% 0.007%
48 9.274 1201 1209 1218 rVV 104370 210061 46.53% 6.020%
49 9.659 1269 1272 1274 rBV 242 243 0.05% 0.007%
50 9.726 1282 1283 1285 rBV 87 85 0.02% 0.002%
51 9.890 1305 1310 1314 rBB2 1276 2171 0.48% 0.062%
52 9.957 1318 1321 1322 rBB2 118 84 0.02% 0.002%
53 10.037 1327 1334 1342 rBV 54153 95205 21.09% 2.728%
54 10.128 1347 1349 1352 rBB 125 131 0.03% 0.004%
55 10.226 1362 1365 1366 rBV 117 83 0.02% 0.002%
56 10.244 1366 1368 1373 rVB 473 667 0.15% 0.019%
57 10.323 1373 1381 1388 rBV 232368 403101 89.29% 11.552%
58 10.500 1407 1410 1413 rBB 199 202 0.04% 0.006%
59 10.579 1416 1423 1432 rBV 34735 58321 12.92% 1.671%
60 10.701 1438 1443 1451 rVB2 2671 4846 1.07% 0.139%
61 10.866 1464 1470 1474 rBV 3439 5759 1.28% 0.165%
62 10.927 1474 1480 1492 rVB 42945 71705 15.88% 2.055%
63 11.030 1495 1497 1499 rBV2 115 105 0.02% 0.003%
64 11.158 1516 1518 1520 rBV 75 92 0.02% 0.003%
65 11.628 1588 1595 1603 rBV 231364 393361 87.14% 11.273%
66 11.835 1624 1629 1637 rVB2 921 1707 0.38% 0.049%
67 11.920 1640 1643 1646 rBB2 108 148 0.03% 0.004%
68 12.073 1664 1668 1669 rBB2 116 128 0.03% 0.004%
69 12.164 1679 1683 1688 rBB2 336 470 0.10% 0.013%
70 12.463 1730 1732 1735 rVB 236 207 0.05% ©0.006%
71 12.597 1748 1754 1763 rBB2 4259 8309 1.84% 0.238%
72 12.689 1763 1769 1777 rBV 85075 140870 31.21% 4.037%
73 12.749 1777 1779 1784 rVB 368 547 0.12% 0.016%
74 12.865 1795 1798 1800 rBV 202 266 0.06% ©0.008%
75 12.938 1806 1810 1816 rBV5 684 1699 0.38% 0.049%
76 13.213 1843 1855 1860 rBv2 13228 24213 5.36% 0.694%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title
77

13.408

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122221\

: VWO21595.D

: 23 Dec 2021 04:54

: SY/VA

: M5214-04

: 6.05g/10.0mL/MSVOA_W/SOIL
. 45

Sample Multiplier: 1

Parameters: LSCINT.P
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SFAMWLM120921

SMA.M Sun Jan 02 03:25:16 2022

: SFAM@1.0
1877 1887 1893 rBB4 2691 4847 1.07%
1893 1897 1899 rBV2 519 658 0.15%
1905 1911 1918 rBV 269464 427908 94.79%
1928 1930 1932 rBB 174 124 0.03%
1933 1935 1937 rBB 94 89 0.02%
1940 1945 1952 rBV4 1651 2947 0.65%
1953 1960 1970 rVB 224345 359911 79.73%
1985 1995 2000 rBV2 2114 3710 0.82%
2012 2015 2017 rBV 180 203 0.04%
2022 2024 2027 rBV 139 196 0.04%
2032 2033 2036 rBV 125 139 0.03%
2044 2046 2049 rBB 92 102 0.02%
2049 2050 2053 rBV 88 104 0.02%
2053 2054 2055 rVvv 151 80 0.02%
2059 2060 2064 rBV 119 163 0.04%
2080 2083 2085 rBV 160 173 0.04%
2089 2092 2093 rBB 137 100 0.02%
2094 2097 2098 rBV 104 86 0.02%
2109 2112 2115 rBV 201 264 0.06%
2121 2125 2127 rBV2 119 151 0.03%
2137 2139 2140 rBV2 146 101 0.02%
2160 2165 2166 rBvV2 187 273 0.06%
2167 2169 2173 rVvv2 257 318 0.07%
2260 2261 2262 rBV 244 109 0.02%
Sum of corrected areas: 3489516
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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\VW122221\

: VWe21595.D

: 23 Dec 2021 04:54

: SY/VA

: M5214-04

: 6.05g/10.0mL/MSVOA_W/SOIL
: 45  Sample Multiplier: 1

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

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW021595.D\data.ms
250000
200000
150000
100000
4.013
50000 2.349
2.879
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\‘f\.g\:l\-%\()\\‘\\\\‘\\\\‘\\\\‘\\\ﬁq?@‘\%q%\?%\\\‘\\@‘\
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: VW021595.D\data.ms
250000
10.323 11.628
200000
8.842
150000 8.275
9.274
100000
7.653
10.037 0.92
50000 10579 10.927
7.086 07OD
0B85 A TAAG| Tedsemme| 8704 | 0069214 0.6pS.QMM0MEAE 105 moise || 1
Time--> 700 7.50 8.00 8.50 9.00 9.50 1&00 1050 1100 11.50
Abundance TIC: VW021595.D\data.ms
13.654
250000
13.853
200000
150000
100000 12.689
50000
0/L.92017364 12.4635 ltmma /\ 1&3 52 14 06 ¢ 15.688
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 1350 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\VW122221\
Data File : VW@21595.D

Acqg On : 23 Dec 2021 04:54
Operator : SY/VA

Sample : M5214-04

Misc : 6.05g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 45 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 3 3-Octanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.213 1.41 ug/L 24213 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 95
2 3-Octanone 128 C8H160 000106-68-3 80
3 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 58
4 3-Octanone 128 C8H160 000106-68-3 53
5 3-Octanone 128 C8H160 000106-68-3 50

Abundance Scan 1855 (13.213 min): VW021595.D\data.ms (-1843) ( m/z 57.10 100.00%
43.1 57.1
72.0 99.1
5000 N\
H ‘ 128.0 13.00 13.50
H\‘H\\‘HH‘HH“H‘H‘\‘H‘\‘H\\‘\‘\H‘\\h\‘HH“HH‘HH‘\HMHH m/z 43.19 91.9200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14269: 3-Octanone
43.0 57.0
72.0 99.0
5000 20.0 ‘r'\‘ T o /\\ “‘/\"/w\ T
13.00 13.50
128.0 m/z 72.00 65.84%
H\‘H\\‘\\\‘}‘HH“‘MH‘H‘H‘\H\‘\‘\H‘HM\‘HH}HH‘HT\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
29.0 43.0 57.0
T ‘ T T ‘[\\
13.00 13.50
5000 72.0 m/z 99.10  59.54%
99.0
128.0
14.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14360: 3-Heptanone, 6-methyl- —— —
43.0 57.0 13.00 13.50
29.0 m/z 71.10 54.24%
72.0
5000
99.0
128.0
S e 1130 y nMA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122221\
Data File : VW@21595.D

Acqg On : 23 Dec 2021 04:54
Operator : SY/VA

Sample : M5214-04

Misc : 6.05g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 45 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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

3-Octanone 13.213 1.4 ug/L 24213 3 13.554 427908 25.0
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