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 >

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122121\

: VWe21524.D

: 21 Dec 2021 14:16

: SY/VA

: M5125-12

: 10.48g/10.0mL/MSVOA_W/SOIL
: 1 Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

Peak separation: 5

Method
Title

Signal

: TIC: VWe21524.D\data.ms

5

0 % of largest Peak

100
TOP

peak R.T. first max last PK peak corr. corr.
# min  scan scan scan TY height area % max
1 2.355 69 74 81 rVB 13310 20679  9.41%
2 3.922 329 331 334 rBV 107 153 0.07%
3 4.019 337 347 360 rVB2 19699 51756 23.55%
4 4.263 383 387 388 rBv2 267 356 0.16%
5 4.403 408 410 413 rBB 116 136 0.06%
6 4.531 428 431 435 rBV 94 181 0.08%
7 4.726 462 463 466 rBvV 78 99 0.05%
8 4.836 478 481 483 rBV 140 146 0.07%
9 4.921 485 495 507 rVB3 10063 30713 13.98%
10 5.062 517 518 521 rBV 147 153 0.07%
11 5.202 538 541 543 rBB 96 114 0.05%
12 5.263 547 551 552 rBB 128 153 0.07%
13 5.366 555 558 559 rBV 98 108 0.05%
14 5.409 574 575 578 rBB 138 113  0.05%
15 5.440 578 580 585 rBB 132 182 0.08%
16 5.476 585 586 589 rBB 154 147 0.07%
17 5.616 607 609 610 rBV 122 84 0.04%
18 5.732 627 628 633 rBvV 133 162 0.07%
19 5.769 633 634 636 rW 135 132 0.06%
20 6.141 692 695 696 rBB 115 86 0.04%
21 6.220 705 708 709 rBB 83 79 0.04%
22 6.354 726 730 731 rBV 133 115 0.05%
23 6.372 731 733 735 rVB 111 82 0.04%
24  6.397 735 737 738 rBV 131 86 0.04%
25 6.757 793 796 798 rBB 121 121  0.06%
26 6.836 807 809 810 rBV 144 122  0.06%
27 6.976 830 832 834 rBB 128 134 0.06%
28 7.086 841 850 866 rvwv 5930 17979  8.18%
29 7.244 874 876 877 rBV 120 92 0.04%
30 7.348 887 893 894 rBvV2 128 188 0.09%
31 7.366 894 896 899 rWwVW 131 134 0.06%
32 7.433 904 907 910 rBB 138 156 0.07%
33 7.482 913 915 917 rBV 117 114 0.05%
34 7.580 929 931 933 rBB 142 118 0.05%
35 7.653 933 943 954 rBB2 33327 83287 37.90%
36 7.787 964 965 967 rBV 105 84 0.04%
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: Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLM120921SMA.M
: SFAMO1.0




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122121\
Data File : VWO21524.D

Acqg On : 21 Dec 2021 14:16
Operator : SY/VA

Sample : M5125-12

Misc : 10.48g/10.0mL/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\SFAMWLM120921SMA.M
Title : SFAMO1.0
37 7.878 976 980 981 rBV 72 92 0.04% 0.006%
38 7.945 988 991 992 rBB 128 97 0.04% 0.006%
39 7.964 992 994 998 rBB 80 116 0.05% 0.007%
40 7.994 998 999 1004 rBB 89 138 0.06% 0.008%
41 8.086 1011 1014 1016 rBB 78 98 0.04% 0.006%
42 8.122 1017 1020 1022 rBB 84 94 0.04% 0.006%
43 8.281 1036 1046 1058 rBvV2 62847 198187 90.19% 11.917%
44  8.842 1129 1138 1147 rBV 65039 129026 58.71% 7.758%
45 8.939 1150 1154 1158 rBB 133 147 0.07% ©0.009%
46 9.140 1185 1187 1190 rBV 72 117 0.05% 0.007%
47  9.220 1193 1200 1202 rBV4 1235 2024 0.92% 0.122%
48 9.274 1203 1209 1219 rVB 47710 95197 43.32% 5.724%
49 9.396 1227 1229 1232 rBV 101 153 0.07% 0.009%
50 9.677 1272 1275 1279 rBV 80 177 0.08% 0.011%
51 9.768 1289 1290 1293 rBB 136 125 ©0.06% ©0.008%
52 9.945 1317 1319 1321 rBV 96 102 0.05% 0.006%
53 10.036 1327 1334 1342 rBV 27395 49270 22.42% 2.963%
54 10.213 1358 1363 1369 rBB 3399 5901 2.69% ©.355%
55 10.323 1374 1381 1388 rBV 95850 169776 77.26% 10.209%
56 10.469 1402 1405 1408 rBV 122 182 0.08% 0.011%
57 10.579 1416 1423 1432 rBV2 18258 30578 13.91% 1.839%
58 10.695 1439 1442 1443 rBV 227 281 0.13% 0.017%
59 10.762 1451 1453 1454 rBV 122 86 0.04% 0.005%
60 10.927 1473 1480 1494 rVB 23749 41308 18.80% 2.484%
61 11.073 1497 1504 1514 rBB 3400 5690 2.59% 0.342%
62 11.244 1530 1532 1533 rBV 79 78 0.04% 0.005%
63 11.439 1562 1564 1567 rBB 122 124 0.06% 0.007%
64 11.500 1572 1574 1576 rBV 68 94 0.04% 0.006%
65 11.634 1589 1596 1607 rBB 107802 185738 84.52% 11.168%
66 11.719 1607 1610 1611 rBV 163 170 0.08% 0.010%
67 11.786 1620 1621 1624 rBV 77 104 0.05% 0.006%
68 11.890 1636 1638 1640 rBB 102 98 0.04% 0.006%
69 11.920 1640 1643 1644 rBV 94 98 0.04% 0.006%
70 12.036 1659 1662 1664 rBB 89 103 0.05% ©0.006%
71 12.097 1667 1672 1676 rBB 301 467 0.21% 0.028%
72 12.170 1678 1684 1685 rBV2 333 581 0.26% 0.035%
73 12.249 1692 1697 1703 rVB5 1172 3062 1.39% 0.184%
74 12.341 1708 1712 1718 rVV3 1283 2067 0.94% 0.124%
75 12.603 1747 1755 1759 rBV6 1738 3583 1.63% 0.215%
76 12.688 1762 1769 1777 rBV 44170 73574 33.48% 4.424%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122121\
Data File : VWO21524.D

Acqg On : 21 Dec 2021 14:16
Operator : SY/VA

Sample : M5125-12

Misc : 10.48g/10.0mL/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\SFAMWLM120921SMA.M
Title : SFAM@1.0
77 12.755 1777 1780 1782 rBV 220 237 0.11% 0.014%
78 12.871 1794 1799 1800 rBV 217 291 0.13% 0.017%
79 13.140 1839 1843 1845 rBB 134 183 0.08% 0.011%
80 13.164 1845 1847 1848 rBV 90 80 0.04% 0.005%
81 13.194 1848 1852 1857 rVB2 561 879 0.40% 0.053%
82 13.396 1880 1885 1892 rBV2 3365 5961 2.71% 0.358%
83 13.469 1895 1897 1899 rVB 245 196 0.09% 0.012%
84 13.554 1900 1911 1919 rBV 137720 219755 100.00% 13.214%
85 13.700 1932 1935 1936 rBV 124 116 ©0.05% 0.007%
86 13.767 1942 1946 1949 rBV4 374 620 0.28% 0.037%
87 13.853 1953 1960 1966 rBV 114584 185920 84.60% 11.179%
88 13.938 1972 1974 1978 rVB 229 298 0.14% 0.018%
89 13.981 1979 1981 1983 rBB 147 102 0.05% 0.006%
99 13.999 1983 1984 1986 rBV 190 195 0.09% 0.012%
91 14.066 1991 1995 1998 rBV2 797 1304 ©.59% 0.078%
92 14.255 2022 2026 2028 rBB 129 154 0.07% 0.009%
93 14.322 2031 2037 2049 rBV2 15252 24862 11.31% 1.495%
94 14.633 2084 2088 2092 rVB2 684 1127 ©.51% 0.068%
95 14.719 2093 2102 2108 rVB6 2105 4508 2.05% 0.271%
96 14.786 2109 2113 2118 rBV3 1438 2146 0.98% 0.129%
97 14.950 2136 2140 2142 rBV 160 230 0.10% 0.014%
98 14.981 2142 2145 2148 rBV2 221 288 0.13% 0.017%
99 15.060 2155 2158 2165 rVB3 1926 3243 1.48% 0.195%
100 15.462 2220 2224 2230 rBv4 1657 2942 1.34% 0.177%
Sum of corrected areas: 1663084
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122121\
Data File : VWO21524.D

Acqg On : 21 Dec 2021 14:16
Operator : SY/VA

Sample : M5125-12

Misc : 10.48g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 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

Abundance TIC: VW021524.D\data.ms

120000
100000
80000
60000

40000

20000 2 355 4.019

4.921
4.268.4085314.786336 5.063 SZBERBONS 6 567349

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 420 4.40 4.60 4.80 5.00 5.20 540 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VW021524.D\data.ms

o

120000
11.634

100000 10.323

80000

8.281 8.842
60000
9.274

40000 7.653
10.036

20000 10.579

10.927

7.086
6.976 7.2WREABBH0.7. TR GBI 9399, 396 9.67768.945 1021 0.46&0169&32/\&1'071?1.244]1130 hars:
Time--> 7.00 7.50

o

8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VW021524.D\data.ms
13.654

120000 13.853
100000
80000

60000
12.688

40000
20000 14, 322
o 1SSEPISEARG41 12,693 15571 nmm&%,%?’ 564, 2 14683 1506135A60  15.462
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\VW122121\
Data File : VWO21524.D

Acqg On : 21 Dec 2021 14:16
Operator : SY/VA

Sample : M5125-12

Misc : 10.48g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 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 1 (DEL) Alkane: Cyclic10.036 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.036 9.55 ug/L 49270 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophosgene 114 CCl2s 000463-71-8 52
2 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 37
3 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 25
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 23
Abundance Scan 1334 (10.036 min): VW021524.D\data.ms (-1327) ( m/z 79.00 100.00%
79.0
5000 421
114.0 I ‘
| ‘ 650 M 10.00
\H‘\H\’\H\‘H\‘l’\‘i\‘\“\‘\\\‘\\.H‘H‘\‘\i\H\‘HH‘HH‘H\HHH m/Z 42.10 49.5300
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8680: Thiophosgene
79.0
5000 — :
10.00
44.0 114.0 m/z 81.00 35.09%
\\\‘\'\\\’HH‘H‘\‘\’HH“HH‘\\.H‘HMHM\‘HH‘HH‘\MHHH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
79.0
T \
49.0 10.00
5000 m/z 114.00  24.94%
29.0
14.0 . _
T e T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7955: Methane, oxybis[chloro- e ‘
79.0 10.00
m/z 51.00 21.84%
5000 49.0
29.0
140 7 | 630 | 930 1130 )
Rl Raa A e e — :
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122121\
Data File : VWO21524.D

Acqg On : 21 Dec 2021 14:16
Operator : SY/VA

Sample : M5125-12

Misc : 10.48g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 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 2 Cycloheptane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.322 2.83 ug/L 24862 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane 98 C7H14 000291-64-5 35
2 Cycloheptane 98 C7H14 000291-64-5 30
3 Cyclohexanol, 2-methyl- 114 C7H140 000583-59-5 30
4 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 30
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 30
Abundance Scan 2037 (14.322 min): VW021524.D\data.ms (-2031) ( m/z 57.10 100.00%
411 57.1
5000 70.0 98.1 m /\
TR S B v BN A TN
‘ 88.0 H 114.1 14.00 14.50
\H‘HH’HH‘HH"\‘H‘\‘\‘\“\\HM\H‘\\H‘HH‘HH‘HH‘HH mz 41 19 99 470
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #3710: Cycloheptane
41.0 55,0 70.0
98.0
83.0
5000
27.0 14.00 1450
m/z 43.10 64.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
41.0 55.0 /\
70.0 y ol 1 A/\
27.0 98.0 14.00 14:50
5000 83.0 m/z 55.00 62.10%
14,0
R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8539: Cyclohexanol, 2-methyl- AA
57.0 14. 00 14 50
m/z 44.00 53.36%
81.0 960
5000
41.0
H ‘ 114.0
PP PO Wl Y | T
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 14. 00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122121\
Data File : VW@21524.D

Acqg On : 21 Dec 2021 14:16
Operator : SY/VA

Sample : M5125-12

Misc : 10.48g/10.0mL/MSVOA_W/SOIL

ALS vial : 1 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|
(DEL) Alkane: C... 10.036 9.6 ug/L 49270 1 8.842 129026 25.0
Cycloheptane 14.322 2.8 ug/L 24862 3 13.554 219755 25.0
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