LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60721\
Data File : VWO19147.D

Acqg On : 07 Jun 2021 14:36
Operator : SY/VA

Sample : VIBLK128

Misc : 5.00G/10ML/MSVOA_W/SOIL

ALS Vvial : 12 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\SFAMWNLMO60221SMA .M
Title : SFAMO1.0

Signal : TIC: VWO19147.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.361 69 75 86 rvB 122718 242046 11.69%  1.550%
2 2.898 155 163 176 rBV 87696 225451 10.89% 1.444%
3 3.257 221 222 226 rVB3 1030 739 0.04% 0.005%
4 3,398 237 245 251 rBV3 1697 4391 0.21% 0.028%
5 3.477 255 258 260 rvB2 503 640 0.03% 0.004%
6 3.519 263 265 266 rBv2 650 588 0.03% 0.004%
7 3.556 269 271 276 rVB3 543 805 0.04% 0.005%
8 3.684 288 292 295 rBv4 819 1213 ©0.06% 0.008%
9 3.739 298 301 302 rVB2 468 482 0.02% 0.003%
10 4.032 334 349 364 rBV 188468 624275 30.14%  3.998%
11  4.385 397 407 425 rW 20330 66390 3.21% 0.425%
12 4.751 465 467 469 rBv2 528 462 0.02% 0.003%
13 4.855 481 484 485 rBV 413 451 0.02% 0.003%
14  4.922 485 495 517 rVWV2 33491 135985 6.57% 0.871%
15 5.166 527 535 545 rVB4 1638 5733 0.28% 0.037%
16 5.318 558 560 564 rVB 494 516 ©0.02% 0.003%
17 5.434 572 579 588 rVB6 1628 4396 0.21% 0.028%
18 5.751 626 631 633 rBv4 1409 2479 0.12% 0.016%
19 5.946 651 663 676 rvv3 9490 27887 1.35% 0.179%
20 6.214 705 707 710 rVVv3 612 873 0.04% 0.006%
21  6.245 710 712 714 rVWv2 517 459 0.02% 0.003%
22 6.921 816 823 824 rBV3 1085 1699 0.08% 0.011%
23 7.080 839 849 853 rBV 51572 133078 6.43% 0.852%
24 7.141 854 859 871 rVB 81907 225798 10.90%  1.446%
25 7.403 900 902 906 rVB4 560 479 0.02% 0.003%
26 7.507 915 919 920 rBV3 487 565 0.03% 0.004%
27 7.525 920 922 924 rVWv3 1101 1002 0.05% 0.006%
28 7.543 924 925 928 rVW3 942 1026 ©0.05% 0.007%
29 7.653 932 943 958 rVvVv 323932 789546 38.12% 5.056%
30 7.763 958 961 962 rvwv3 537 605 0.03% 0.004%
31 7.775 962 963 967 rVB4 753 944 0.05% 0.006%
32 7.878 978 980 986 rVv2 1073 1762 0.09% 0.011%
33 7.958 986 993 1003 rVB6 2159 5813 0.28% 0.037%
34 8.074 1008 1012 1015 rvv4 921 1396 0.07% 0.009%
35 8.281 1029 1046 1061 rBV3 672916 2070984 100.00% 13.263%
36 8.397 1064 1065 1072 rVB5 1528 2422 0.12% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60721\
Data File : VWO19147.D

Acqg On : 07 Jun 2021 14:36
Operator : SY/VA

Sample : VIBLK128

Misc : 5.00G/10ML/MSVOA_W/SOIL

ALS Vvial : 12 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\SFAMWNLMO60221SMA .M
Title : SFAMO1.0
37 8.653 1105 1107 1109 rvVB2 545 462 0.02% 0.003%
38 8.695 1109 1114 1120 rBV5 1008 2036 0.10% 0.013%
39 8.848 1130 1139 1150 rBV 654746 1319757 63.73% 8.452%
40 9.086 1165 1178 1186 rBvi1e 3497 9154 0.44% 0.059%
41  9.275 1200 1209 1219 rBV 428185 873385 42.17% 5.593%
42 9.531 1248 1251 1253 rVB3 475 513 0.02% 0.003%
43  9.665 1266 1273 1278 rBV5 2580 6451 0.31% 0.041%
44  9.756 1282 1288 1294 rBV5 1415 3052 0.15% 0.020%
45 9.890 1305 1310 1318 rBv4 5284 10494 0.51% 0.067%
46 9.963 1318 1322 1324 rBv4 1166 1878 0.09% 0.012%
47  9.982 1324 1325 1326 rBV 1034 664 0.03% 0.004%
48 10.037 1326 1334 1345 rVB 230706 419581 20.26% 2.687%
49 10.134 1345 1350 1354 rVB4 1090 1956 0.09% 0.013%
50 10.213 1357 1363 1367 rBV 5992 10617 ©.51% ©0.068%

51 10.323 1374 1381 1388 rBV 903683 1615352 78.00% 10.345%

52 10.390 1388 1392 1402 rVB 17314 31259 1.51% ©0.200%
53 10.488 1402 1408 1409 rBV3 538 766 0.04% 0.005%
54 10.512 1409 1412 1413 rBV2 458 450 ©.02% 0.003%
55 10.579 1416 1423 1436 rBV 149221 257320 12.43% 1.648%
56 10.707 1436 1444 1452 rBV 184284 335553 16.20%  2.149%
57 10.774 1453 1455 1462 rVB5 1760 3395 ©@.16% 0.022%
58 10.847 1462 1467 1468 rBV3 3938 4903 0.24% 0.031%
59 10.927 1473 1486 1491 rBV 202277 341493 16.49%  2.187%
60 11.067 1496 1503 1512 rVV 56599 99805 4.82% 0.639%
61 11.177 1516 1521 1529 rVVe 5711 9557 0.46% 0.061%
62 11.238 1529 1531 1534 rVB3 728 732 0.04% 0.005%
63 11.341 1544 1548 1551 rBV5S 1000 1426 0.07% 0.009%
64 11.439 1553 1564 1572 rVB 95733 166249 8.03% 1.065%
65 11.524 1576 1578 1580 rBV3 451 569 0.03% 0.004%
66 11.634 1588 1596 1606 rBV 939436 1573801 75.99% 10.079%
67 11.731 1609 1612 1618 rVB 4909 7519 0.36% 0.048%
68 11.841 1624 1630 1634 rBV3 5198 10635 ©.51% ©.068%
69 11.933 1641 1645 1648 rBV4 924 931 0.04% 0.006%
70 12.000 1654 1656 1658 rVVv2 740 582 0.03% 0.004%
71 12.036 1660 1662 1664 rVV2 492 511 0.02% 0.003%
72 12.067 1664 1667 1670 rVV4 837 1241 ©0.06% 0.008%
73 12.170 1679 1684 1691 rVB2 4774 10259 0.50% 0.066%
74 12.237 1691 1695 1696 rBV3 1464 1512 0.07% 0.010%
75 12.317 1706 1708 1709 rBV 599 508 0.02% 0.003%
76 12.347 1709 1713 1715 rV4 1263 2105 ©0.10% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60721\
Data File : VWO19147.D

Acqg On : 07 Jun 2021 14:36
Operator : SY/VA

Sample : VIBLK128

Misc : 5.00G/10ML/MSVOA_W/SOIL

ALS Vvial : 12 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\SFAMWNLMO60221SMA .M
Title : SFAM@1.0
77 12.463 1728 1732 1737 rBvV4 4450 7068 0.34% 0.045%
78 12.609 1747 1756 1763 rBV2 98721 181335 8.76% 1.161%
79 12.695 1763 1770 1776 rBV 333190 544652 26.30% 3.488%
80 12.865 1793 1798 1801 rBV6 1989 3328 0.16% 0.021%
81 12.932 1804 1809 1813 rBV2 21814 41188 1.99% 0.264%
82 13.079 1830 1833 1839 rBV5 2896 5134 0.25% 0.033%
83 13.195 1847 1852 1856 rVB2 9947 14398 0.70% 0.092%
84 13.249 1858 1861 1864 rBV2 3886 5164 ©0.25% ©.033%
85 13.292 1864 1868 1875 rVB 29275 47546  2.30% 0.304%
86 13.408 1879 1887 1891 rBV2 14944 29350 1.42% 0.188%
87 13.475 1895 1898 1899 rBV3 3132 3734 0.18% 0.024%
88 13.505 1900 1903 1905 rBV3 4531 5457 ©0.26% ©0.035%
89 13.560 1905 1912 1918 rBV 958098 1536794 74.21% 9.842%
990 13.762 1941 1945 1950 rBV3 11134 21039 1.02% 0.135%
91 13.853 1953 1960 1967 rBV 809373 1310557 63.28% 8.393%
92 14.066 1991 1995 2009 rVB2 32157 61057 2.95% 0.391%
93 14.194 2012 2016 2021 rBvV4 4355 7366 0.36% 0.047%
94 14.322 2034 2037 2041 rBVS5 4012 4776  0.23% 0.031%
95 14.499 2062 2066 2070 rBV6 2914 5909 0.29% ©0.038%
96 14.627 2084 2087 2094 rVB9 3188 5071 0.24% 0.032%
97 14.725 2101 2103 2109 rVB4 5600 7088 0.34% 0.045%
98 14.767 2109 2110 2111 rBV 1655 708 0.03% 0.005%
99 15.432 2215 2219 2225 rVB2 22436 36065 1.74% 0.231%
100 15.487 2225 2228 2236 rVB 5031 8471 0.41% 0.054%
Sum of corrected areas: 15615068
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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\VWe60721\

: VWe19147.D

: 07 Jun 2021 14:36

: SY/VA

: VIBLK128

: 5.00G/10ML/MSVOA_W/SOIL
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
. SFAM@1.0

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW019147.D\data.ms
800000
600000
400000
200000 4.032
2.361
2.898
0 3.253. 3837 4385 47858 516635034 57515946 G5
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: VW019147.D\data.ms
10.323 11.634
800000
8.281 8.848
600000
9.275
400000
7.653
10.037
0.70720.927
200000 1025
11.439
L 11.067
ok 921 7.4 Wsssom 397 88695 9 086 9. 53%5% /11117223834& 52411131
: ‘ : ‘ ‘
Time--> 7.00 8.00 8.50 9.00 9,50 10.00 10,50 11,00 1150
Abundance TIC: VW019147.D\data.ms
13.560
13.853
800000
600000
400000
12.695
200000
12.6
o TR TRIZ7463 12136‘&3 sad % 13,762 14. 9?19443294 68267 151@%7
] T T T I T T T T T
Time--> 12.00 1250 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\VWe60721\
Data File : VWO19147.D

Acqg On : @07 Jun 2021 14:36
Operator : SY/VA

Sample : VIBLK128

Misc : 5.00G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.385 1.26 ug/L 66390 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 40
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
3 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 407 (4.385 min): VW019147.D\data.ms (-397) (-) m/z 45.00 100.00%

45.0
5000
R e R
36,9, 591 76.0 4.00 4.20 4.40 4.60 4.800
O g e m/z 43.00 22.52%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #297: Isopropyl Alcohol
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\m/}’A\,\l
4.00 4.20 4.40 4.60 4.80
m/z 39.10 8.58%
27.0
19.0 59.0
37.
O\\\‘\\‘\\“\\\‘\“‘\\\\9‘}‘\‘{\‘\\\\“\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80
Abundance #945: (S)-(+)-1,2-Propanediol
45.0
4.00 4.20 4.40 4.60 4.80
5000 m/z 41.20 7.52%
31.0
15.0 61.0
o 20 Mmoo
miz--> 10 20 30 40 50 60 70 80
Abundance #2112: Propane, 2-ethoxy-
45.0 4.00 4.20 4.40 4.60 4.80
m/z 43.90 5.75%
5000
73.0
27.0
o‘H_HwH““““3‘7:9‘:‘:"“‘53;(‘)”“””_?%'?”‘ S —
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60721\
Data File : VWO19147.D

Acqg On : @07 Jun 2021 14:36
Operator : SY/VA

Sample : VIBLK128

Misc : 5.00G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.067 1.59 ug/L 99805 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(Methylthio)benzonitrile 149 C8H7NS 021382-98-9 37
2 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 32
3 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 32
4 5-Methylthieno[3,2-b]pyridine 149 C8H7NS 001759-29-1 25
5 4-Methylthieno[2,3-b]pyridine 149 C8H7NS 013362-81-7 25
Abundance Scan 1503 (11.067 min): VW019147.D\data.ms (-1496) ( m/z 149.00 100.00%
149.0
5000
75.0
T \
45.0 114.9 11.00
0 "w‘H‘m‘wih‘umHuwuuMH“M‘H“H_MWZ‘Q?:? m/z 133.00  72.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23563: 4-(Methylthio)benzonitrile
149.0
5000 116.0 — /\‘
11.00
45.0 9.0 m/z 75.00 31.19%
0 \1\5\.‘0\ T \”“ \H‘\H{ i 9\8\‘\(’]\‘ “‘\ \“\ T “‘! ‘i . “\ T \Mi T “‘\ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23560: Benzothiazole, 2-methyl- &
149.0 j\ J\
11.00
5000 m/z 67.00 16.28%
600 1080
45.0
0 \‘Hi‘\‘\”1‘\“““‘1‘\‘\”\‘ “‘\ P et e L BammammEEE A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23568: 7-Methylthieno[3,2-b]pyridine e S e S
149.0 11.00
m/z 150.00 13.28%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60721\
Data File : VWO19147.D

Acqg On : 07 Jun 2021 14:36
Operator : SY/VA

Sample : VIBLK128

Misc : 5.00G/10ML/MSVOA_W/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 4.385 1.3 ug/L 66390 1 8.848 1319760 25.0
unknown-02 11.067 1.6 ug/L 99805 2 11.634 1573800 25.0
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