LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41923\
Data File : VWO25585.D

Acqg On : 19 Apr 2023 17:06
Operator : SY/MD

Sample : 02418-01

Misc : 5.06g/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\SFAMWLMO40323SMA.M
Title : SFAMO1.0

Signal : TIC: VW@25585.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.356 72 77 90 rVB 119229 265697 10.20% 1.710%
2 2.899 160 166 182 rVB 97110 255221 9.79% 1.643%
3 3.289 229 230 232 rBV2 1874 1603 0.06% 0.010%
4 3,399 242 248 252 rBV9 3947 7668 0.29%  0.049%
5 3.527 262 269 285 rBV 84239 238719 9.16% 1.537%
6 4.021 340 350 362 rBV 253801 736962 28.28% 4.744%
7 4.563 437 439 440 rVB2 1666 813 0.03% 0.005%
8 4.594 442 444 445 rBV2 1337 753 0.03% 0.005%
9 4.795 475 477 479 rVB3 1636 1384 0.05% 0.009%
10 4.917 483 497 509 rBV3 22561 81197 3.12% 0.523%
11 5.081 522 524 525 rBV2 1256 995 0.03% 0.006%
12 5.270 553 555 558 rBv4 1937 1695 0.07% 0.011%
13 5.344 566 567 571 rBv4 1018 1179 0.05% 0.008%
14 5.380 571 573 575 rVw3 1672 1475 0.06% 0.009%
15 5.466 585 587 589 rBV3 2110 1573 0.06% 0.010%
16 5.508 592 594 595 rVB2 1082 492 0.02% 0.003%
17 5.551 600 601 603 rVB2 1153 568 0.02% 0.004%
18 5.569 603 604 606 rVB2 1315 674 0.03% 0.004%
19 5.606 608 610 615 rVB6 978 1513 0.06% 0.010%
20 5.667 615 620 623 rBV6 2313 4544 0.17% 0.029%
21 5.691 623 624 626 rVB2 1394 833 0.03% 0.005%
22 5.716 626 628 629 rBV2 948 642 0.02% 0.004%
23 5.746 631 633 634 rBv2 1410 719 0.03% 0.005%
24 5.868 651 653 654 rBv2 1395 1360 0.05% 0.009%
25 5.947 658 666 675 rVv6 12571 37780 1.45% 0.243%
26 6.057 683 684 685 rBV 868 568 0.02% 0.004%
27 6.081 685 688 689 rvv3 1299 1414 0.05% 0.009%
28 6.148 696 699 702 rBVS 1555 1920 0.07% 0.012%
29 6.215 707 710 712 rBV4 1485 1997 0.08% 0.013%
30 6.240 712 714 717 rVB4 2043 2362 0.09% 0.015%
31 6.264 717 718 719 rBV 1468 809 0.03% 0.005%
32 6.282 719 721 722 rBV2 938 488 0.02% 0.003%
33 6.557 764 766 768 rBV3 928 964 0.04% 0.006%
34 6.587 770 771 772 rVB 1798 682 0.03% 0.004%
35 6.636 778 779 781 rvB2 1993 863 0.03% 0.006%
36 6.660 781 783 788 rvB6 1851 2932 0.11% 0.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41923\
Data File : VWO25585.D

Acqg On : 19 Apr 2023 17:06
Operator : SY/MD

Sample : 02418-01

Misc : 5.06g/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\SFAMWLMO40323SMA.M
Title : SFAMO1.0
37 6.703 788 790 791 rBvV2 1634 1652 0.06% 0.011%
38 6.752 796 798 801 rvv4 2182 1813 0.07% 0.012%
39 6.776 801 802 803 rvVv 935 435 0.02% 0.003%
40 6.795 803 805 806 rvv2 1030 545 0.02% 0.004%
41 6.837 810 812 816 rvB5 1349 1610 ©0.06% 0.010%
42 6.874 816 818 819 rVvB2 1051 455 0.02% 0.003%
43 6.886 819 820 822 rBvV2 1400 769 0.03% 0.005%
44  6.935 822 828 831 rBvV7 2515 3447 0.13% 0.022%
45 6.959 831 832 834 rBv2 912 597 0.02% 0.004%
46 7.075 842 851 855 rBV 79758 211652 8.12% 1.363%
47 7.648 935 945 956 rBV 409636 1015109 38.95% 6.535%
48 7.776 962 966 968 rBV5 1869 2594 0.10% 0.017%
49 7.868 980 981 982 rBV 1877 1125 0.04% 0.007%
50 7.935 988 992 993 rBv4 1742 1748 0.07% 0.011%
51 8.026 1002 1007 1008 rBV5 1779 2195 ©0.08% 0.014%
52 8.093 1016 1018 1019 rVB2 1400 733 0.03% 0.005%
53 8.276 1034 1048 1064 rBV2 852996 2605984 100.00% 16.776%
54  8.483 1079 1082 1083 rBV3 1361 1211 0.05% ©0.008%
55 8.843 1133 1141 1152 rBV 759406 1498113 57.49% 9.644%
56 9.142 1188 1190 1191 rVB2 1792 1029 0.04% 0.007%
57 9.178 1195 1196 1199 rBV3 1572 1332 0.05% 0.009%
58 9.276 1203 1212 1222 rBV 603212 1217505 46.72% 7.838%
59 9.581 1260 1262 1263 rBV2 1441 1334 0.05% 0.009%
60 9.654 1271 1274 1275 rBvV3 3332 3161 0.12% 0.020%
61 9.764 1290 1292 1294 rVB3 1838 1291 ©0.05% ©0.008%
62 9.794 1295 1297 1299 rBV3 1028 860 0.03% 0.006%
63 9.855 1306 1307 1308 rBV 1122 672 0.03% 0.004%
64 10.032 1330 1336 1347 rVB 242112 446741 17.14%  2.876%
65 10.190 1360 1362 1363 rBV2 2633 2578 0.10% 0.017%
66 10.324 1376 1384 1399 rBV 952103 1670176 64.09% 10.752%
67 10.574 1420 1425 1435 rVB 164392 289941 11.13% 1.867%
68 10.702 1440 1446 1454 rVB 43102 80175 3.08% 0.516%
69 10.922 1476 1482 1495 rBV 262987 492833 18.91% 3.173%
70 11.062 1500 1505 1517 rVB 27958 56210 2.16% 0.362%
71 11.434 1561 1566 1571 rVB 37781 63489 2.44%  0.409%
72 11.629 1590 1598 1609 rBV 869570 1420778 54.52% 9.146%
73 12.306 1708 1709 1710 rBV 1919 1081 0.04% 0.007%
74 12.409 1723 1726 1729 rVB5 2111 2512 0.10% 0.016%
75 12.434 1729 1730 1732 rBV2 1973 1837 0.07% 0.012%
76 12.562 1749 1751 1752 rBV2 1267 931 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41923\
Data File : VWO25585.D

Acqg On : 19 Apr 2023 17:06
Operator : SY/MD

Sample : 02418-01

Misc : 5.06g/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\SFAMWLMO40323SMA.M
Title : SFAMO1.0

77 12.605 1752 1758 1764 rVB2 43338 74751 2.87% 0.481%
78 12.690 1764 1772 1779 rBV 405778 658869 25.28% 4.242%
79 12.928 1807 1811 1819 rVB2 13456 22400 0.86% 0.144%
80 13.165 1847 1850 1851 rBV3 2452 2543 0.10% 0.016%
81 13.208 1851 1857 1865 rVV 170735 284454 10.92% 1.831%
82 13.287 1866 1870 1879 rVB3 29923 56689 2.18% 0.365%
83 13.556 1908 1914 1926 rVB 534876 836937 32.12% 5.388%
84 13.848 1956 1962 1975 rVB 453291 742467 28.49% 4.780%
85 14.062 1993 1997 2002 rVB2 13468 22755 0.87% 0.146%
86 14.238 2024 2026 2029 rBV4 1879 1925 0.07% 0.012%
87 14.287 2032 2034 2035 rBvV2 2574 1547 0.06% 0.010%
88 14.891 2131 2133 2135 rBV3 2043 2387 0.09% 0.015%
89 15.348 2206 2208 2209 rBvV2 2857 2055 0.08% 0.013%
90 15.427 2216 2221 2227 rVB2 31018 49850 1.91% 0.321%
91 15.677 2258 2262 2264 rBV5 2808 3375 0.13% 0.022%
92 15.866 2291 2293 2294 rBvV2 2277 1524 0.06% 0.010%

Sum of corrected areas: 15533749
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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\VWe41923\

: VWe25585.D

: 19 Apr 2023 17:06

: SY/MD

. 02418-01

: 5.06g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40323SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW025585.D\data.ms
800000
600000
400000
4.021
200000 2 356
' 2.899 3.527
0 _ 3.2889 25634 4.795°1 6.0815.2 56 S0 ERBEERE RGTBE
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
Abundance TIC: VW025585.D\data.ms
6276 10.824 11,629
800000 8.843
9.276
600000
7.648
400000
10.032 10.922
200000 10.574
0.702 1.062 11.434
o= 7. 7786883 8.483 9912478 9.5935¢%®65 | \10.19
— e =S e e e —r "
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW025585.D\data.ms
800000
600000 13.556
13.848
12.690
400000
200000
12.6 27
o 12 RoBMENS62 | 12.92813, 14.06¢1.2287 14.891 15287 15.6775.866
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\VWe41923\
Data File : VW@25585.D

Acqg On : 19 Apr 2023 17:06
Operator : SY/MD

Sample : 02418-01

Misc : 5.06g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40323SMA.M
. SFAM@1.0

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Ethanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.527 3.98 ug/L 238719 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Ethanol 46 C2H60 000064-17-5 64
3 Ethanol 46 C2H60 000064-17-5 43
4 Dimethyl ether 46 C2H60 000115-10-6 9
5 Ethanol 46 C2H60 000064-17-5 9
Abundance Scan 269 (3.527 min): VW025585.D\data.ms (-262) (-) m/z 45.05 100.00%
45.0
5000 /L
o AAREEARE RS
3.20 3.40 3.60 3.80
ol 781 1327 1749206.9 2516 293! /7 46.10  42.35%
m/z--> 0 50 100 150 200 250
Abundance #106: Ethano
31.0
5000 N N R L RN
3.20 3.40 3.60 3.80
m/z 43.00 22.27%
O ‘ \“\ \m \““ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #107: Ethano
31.0
R RR R
3.20 3.40 3.60 3.80
5000 m/z 42.00 8.03%
om
m/iz--> 0 50 100 150 200 250
Abundance #105: Ethanol R R Rl
31.0 3.20 3.40 3.60 3.80
m/z 44.00 6.74%
- W
m/z--> 0 50 100 150 200 250 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41923\
Data File : VW@25585.D

Acqg On : 19 Apr 2023 17:06
Operator : SY/MD

Sample : 02418-01

Misc : 5.06g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40323SMA.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 3-Octanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.208 8.50 ug/L 284454  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 93
2 3-Octanone 128 C8H160 000106-68-3 74
3 3-Octanone 128 C8H160 000106-68-3 59
4 Ethanone, 1-(3,3-dimethyloxiranyl)- 114 C6H1002 004478-63-1 50
5 4-0Oxononanal 156 C9H1602 1000314-10-4 50
Abundance Scan 1857 (13.208 min): VW025585.D\data.ms (-1851) ( m/z 43.10 100.00%
43.1
5000 21 0 A\
13 00 13 50
128.2
om‘WM:‘w‘muuw‘m_m_m_‘“‘1‘7“1‘?”“2‘97”3_2”3?‘4” m/z 57.00  81.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14269: 3-Octanone
43.0
72.0 99.0
5000 T
13.00 13 50
128.0 m/z 72.10 50.41%
O H\‘\“}\\“‘M\\“MH\‘\‘\“\H}H\\‘\!‘H‘HH‘HH‘HH‘\H\‘\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14271: 3-Octanone
43.0
—— —re
13.00 13.50
5000 72.0 m/z 71.10 42.46%
99.0
iy
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14273: 3-Octanone =
43.0 13.00 13 50
72.0 m/Z 99.10 41.83%
99.0
5000
128.0
o%r??‘!"h‘;"\Wu_mmWm_‘H_MwwWWH —— —\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41923\
Data File : VW@25585.D

Acqg On : 19 Apr 2023 17:06
Operator : SY/MD

Sample : 02418-01

Misc : 5.06g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40323SMA.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 Benzene, 1,3-bis(1,1-dimeth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.427 1.49 ug/L 49850 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 87
2 Benzene, 1,4-bis(1,1-dimethyleth... 190 C14H22 001012-72-2 83
3 Benzene, 1,4-bis(1,1-dimethyleth... 190 C14H22 001012-72-2 83
4 Precocene I 190 C12H1402 017598-02-6 76
5 Precocene I 190 C12H1402 017598-02-6 76

Abundance Scan 2221 (15.427 min): VW025585.D\data.ms (-2216) (| m/z 175.15 100.00%

175.2
5000 570

91.0 15.50

Jmemmww‘N %zﬁim \ J‘L2P§9%39?‘ ?§3f m/z 57.05 37.50%

miz--> 50 100 150 200 250
Abundance #64886: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
57.0

5000 ' T T

o

m/z 41.10 19.33%

91.0
ZWOJ\\M Iy ‘ “2§0‘ ‘ ‘
L L A S S S B
miz--> 50 100 150 200 250
Abundance #64883: Benzene, 1,4-bis(1,1-dimethylethyl)-
175.0

15.50
5000 m/z 190.20 14.64%
57.0
olzro L 20 M2 1
m/z--> 50 100 150 200 250
Abundance #64890: Benzene, 1,4-bis(1,1-dimethylethyl)-
175.0 15.50

m/z 176.10  12.94%

5000
57.0
910 1450 | |
o e e Ly

miz--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41923\
Data File : VWO25585.D

Acqg On : 19 Apr 2023 17:06
Operator : SY/MD

Sample : 02418-01

Misc : 5.06g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40323SMA .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|
Ethanol 3.527 4.0 ug/L 238719 1 8.843 1498110 25.0
3-Octanone 13.208 8.5 ug/L 284454 3 13.556 836937 25.0
Benzene, 1,3-bi... 15.427 1.5 ug/L 49850 3 13.556 836937 25.0
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