LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VWO23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample : VIBLK515

Misc : 5.00g/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\SFAMWLMO71322SMA.M
Title : SFAMO1.0

Signal : TIC: VW@23993.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.245 47 56 59 rBv7 12291 37903 4.17% 0.504%
2 2.343 67 72 82 rBvV 113675 197590 21.75% 2.629%
3 2.879 154 160 170 rVB 63444 135354 14.90% 1.801%
4 3.361 237 239 242 rVB4 1525 1478 0.16% 0.020%
5 3.635 282 284 287 rVvB4 819 849 0.09% 0.011%
6 3.751 300 303 304 rVB3 995 859 0.09% 0.011%
7 3.848 315 319 321 rVB3 1017 1040 0.11% 0.014%
8 4.013 332 346 359 rBvV2 87611 275757 30.35% 3.669%
9 4.202 376 377 379 rBV2 863 805 0.09% 0.011%
106 4.251 383 385 390 rBV6 1461 2065 0.23% 0.027%
11 4.361 400 403 405 rBvV3 663 915 0.10% 0.012%
12 4.397 407 409 411 rBv2 1175 1269 0.14% 0.017%
13 4.458 415 419 421 rVWV5 1183 1309 0.14% 0.017%
14  4.525 427 430 433 rVB4 872 900 ©0.10% 0.012%
15 4.562 433 436 439 rBv4 1238 1501 0.17% 0.020%
16 4.647 448 450 455 rVB6 776 1002 0.11% 0.013%
17 4.763 467 469 471 rBV3 1129 1156 0.13% 0.015%
18 4.818 476 478 480 rVB2 1135 1048 0.12% 0.014%
19 4.848 480 483 484 rBvV3 1168 1422 0.16% 0.019%
20 4.915 484 494 504 rBV4 14434 48896 5.38% 0.651%
21 5.177 535 537 541 rVW4 784 1216 0.13% 0.016%
22 5.238 544 547 551 rBV5 691 1152 0.13% 0.015%
23 5.360 565 567 568 rBV 1047 757 0.08% 0.010%
24 5.440 574 580 582 rBV6 873 1558 0.17% 0.021%
25 5.507 590 591 593 rVB2 1098 782 0.09% 0.010%
26 5.531 593 595 597 rBV2 1209 775 0.09% 0.010%
27 5.568 597 601 603 rV4 861 1263 0.14% 0.017%
28 5.598 604 606 608 rvv3 815 775 0.09% 0.010%
29 5.623 608 610 612 rvv3 849 795 0.09% 0.011%
30 5.6990 618 621 624 rBV3 1068 1326 0.15% ©0.018%
31 5.751 629 631 634 rBv2 709 852 0.09% 0.011%
32 5.860 647 649 652 rVB3 1045 1089 0.12% 0.014%
33 5.940 652 662 670 rBV6 5794 20748  2.28% 0.276%
34 6.049 678 680 682 rvB3 858 760 0.08% 0.010%
35 6.098 687 688 691 rBvV3 719 873 0.10% 0.012%
36 6.147 694 696 697 rBvV2 756 775 0.09% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VWO23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample : VIBLK515

Misc : 5.00g/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\SFAMWLMO71322SMA.M
Title : SFAMO1.0
37 6.220 706 708 709 rBv2 1181 760 0.08% 0.010%
38 6.263 713 715 717 rBV3 758 763 0.08% 0.010%
39 6.348 726 729 732 rBV5S 761 1005 0.11% 0.013%
40 6.561 762 764 766 rBV3 765 787 0.09% 0.010%
41 6.616 772 773 775 rBV 835 764 0.08% 0.010%
42 6.720 788 790 792 rVB3 997 825 0.09% 0.011%
43 6.769 796 798 802 rBv4 1166 1642 0.18% 0.022%
44 6.805 802 804 806 rBvV3 1010 912 0.10% 0.012%
45 7.080 840 849 857 rBvV2 30619 88613 9.75% 1.179%
46 7.330 887 890 891 rBV3 1160 1015 0.11% 0.014%
47 7.348 891 893 895 rBV3 1273 1307 0.14% 0.017%
48 7.464 910 912 915 rVB2 1326 1354 0.15% ©0.018%
49 7.494 915 917 919 rBV2 788 787 0.09% 0.010%
50 7.537 922 924 928 rw4 1340 1396 0.15% 0.019%
51 7.579 930 931 933 rwv2 954 769 0.08% 0.010%
52 7.647 933 942 954 rVV 165555 411145 45.25% 5.470%
53 7.726 954 955 958 rvv3 1454 1166 0.12% 0.015%
54 7.756 958 960 962 rvv2 1099 1080 0.12% 0.014%
55 7.811 966 969 972 rVB4 703 912 0.10% 0.012%
56 7.866 977 978 983 rw4 1242 1260 0.14% 0.017%
57 7.921 983 987 988 rw4 630 979 0.11% 0.013%
58 7.939 988 990 991 rvv2 1272 1017 0.11% 0.014%
59 7.957 991 993 997 rW5 1621 2214 0.24% 0.029%
60 8.274 1034 1045 1059 rBvV2 299161 908577 100.00% 12.088%
61 8.543 1088 1089 1094 rBV5 1278 2027 0.22% 0.027%
62 8.695 1111 1114 1117 rBVS 1012 1271 0.14% 0.017%
63 8.738 1119 1121 1122 rBV2 1063 789 0.09% 0.010%
64 8.841 1128 1138 1146 rBV 331139 647259 71.24%  8.611%
65 9.049 1170 1172 1174 rBV3 1726 1980 ©0.22% 0.026%
66 9.158 1187 1190 1191 rBvV3 1900 1805 0.20% 0.024%
67 9.219 1198 1200 1201 rBV2 1230 959 0.11% 0.013%
68 9.274 1201 1209 1217 rVV 211042 433653 47.73% 5.769%
69 9.439 1232 1236 1237 rBV4 939 1461 0.16% 0.019%
70 9.457 1237 1239 1240 rVwv2 1336 813 0.09% 0.011%
71  9.475 1240 1242 1244 rVB3 1283 930 ©0.10% 0.012%
72 9.524 1248 1250 1253 rBV4 1613 1370 0.15% 0.018%
73 9.719 1280 1282 1283 rBv2 805 825 0.09% 0.011%
74  9.811 1293 1297 1299 rVB4 584 851 0.09% 0.011%
75 9.847 1299 1303 1305 rVB4 1248 1336 ©0.15% ©0.018%

76 10.030 1326 1333 1342 rBV 108161 203597 22.41%  2.709%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VWO23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample : VIBLK515

Misc : 5.00g/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\SFAMWLMO71322SMA.M
Title : SFAMO1.0

77 10.225 1362 1365 1366 rBV3 808 808 0.09% 0.011%
78 10.323 1373 1381 1388 rBV 431493 749386 82.48%  9.970%
79 10.579 1416 1423 1432 rBV 72747 130199 14.33% 1.732%
80 10.920 1473 1479 1487 rBV 129309 225592 24.83% 3.001%
81 11.146 1514 1516 1518 rBV3 1269 1104 0.12% 0.015%
82 11.323 1543 1545 1548 rBV3 1941 2734 0.30% 0.036%
83 11.628 1588 1595 1603 rBV 482620 821227 90.39% 10.926%
84 11.719 1608 1610 1612 rBV3 1619 1318 ©0.15% ©.018%
85 11.798 1621 1623 1624 rVB2 1477 821 0.09% 0.011%

86 12.688 1763 1769 1778 rVB 205245 339956 37.42%  4.523%
87 12.755 1778 1780 1784 rBV5 1885 2668 0.29% 0.035%
88 13.554 1904 1911 1922 rBV 529360 874846 96.29% 11.639%
89 13.847 1953 1959 1966 rBV 416580 713322 78.51%  9.490%
90 14.097 1991 2000 2013 rVBS8 27136 108366 11.93%  1.442%

91 14.468 2054 2061 2073 rVB8 14048 47606 5.24% 0.633%
92 15.633 2250 2252 2254 rBV3 1782 1438 0.16% 0.019%
93 15.749 2269 2271 2274 rBvV4 1580 2063 0.23% 0.027%
94 15.871 2289 2291 2292 rBV2 1644 925 0.10% 0.012%
95 16.310 2362 2363 2367 rBv4 1615 2067 0.23% 0.027%
96 16.371 2372 2373 2375 rBvV2 1321 819 0.09% 0.011%
97 16.413 2377 2380 2381 rBV3 2449 3063 0.34% 0.041%
98 16.627 2413 2415 2417 rVB3 1944 1343 0.15% 0.018%
99 16.694 2423 2426 2429 rBV5S 1934 2804 0.31% 0.037%
100 16.742 2433 2434 2437 rBV3 1304 1598 0.18% 0.021%
Sum of corrected areas: 7516590
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VW@23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample : VIBLK515

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VW023993.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VW@23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample : VIBLK515

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 Pyridine-3-carboxamide, 1,2...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.245 1.46 ug/L 37903 1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine-3-carboxamide, 1,2-dihy... 182 C8H10N20S 079927-21-2 64
2 3-Methyl-3,5--(cyanoethyl)tetrah... 236 C12H16N20S 1000140-32-3 53
3 1-[.alpha.-(1-Adamantyl)benzylid... 313 C18H23N3S 1000222-83-3 47
4 2,4-Dimethylamphetamine 163 C11H17N 075659-61-9 47
5 Thiophene-3-0l, tetrahydro-, 1,1... 136 C4H803S 013031-76-0 43
Abundance  Scan 56 (2.245 min): VW023993.D\data.ms (-47) (-) m/z 44.00 100.00%
44.0
5000
90.9
e R
m 119.1 156.7 207.2 239.6 277 2.00 2.20 2.40 2.60
owHﬂ UMwuwuH_“mM\HHWW‘_ m/z 90.90  31.87%
m/z--> 40 60 80 100120140 160 180200 220 240 260 280
Abundance #57399: Pyridine-3-carboxamide, 1,2-dihydro-4,6-dimeth
44.0
5000 M\A‘r\vf\h\/\mn\‘mm‘m\\‘m\
2.00 2.20 2.40 2.60
m/z 36.05 21.33%
77.0 119.0 165.0
O \h\w‘u‘m}\\“‘\‘\‘H\‘HH‘\H\‘\‘\H‘HH‘HH‘HH‘HH‘HH‘\
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44.0
R Rmaa
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5000 m/z 54.85 20.57%
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Ol el e b e
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Abundance #215888: 1-[.alpha.-(1-Adamantyl)benzylidene]thiosemic Aﬂ“““““““‘
44.0 200 2.20 2.40 2.60
m/z 40.90 20.07%
5000
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H “ 4.0 135.0162,0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VW@23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample : VIBLK515

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 .beta.-Guaiene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.097 3.10 ug/L 108366 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Guaiene 204 C15H24 000088-84-6 86
2 Aristolochene 204 C15H24 026620-71-3 78
3 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 64
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 64
5 (4S,4aR,6R)-4,4a-Dimethyl-6-(pro... 204 C15H24 054868-40-5 62

Abundance Scan 2000 (14.097 min): VW023993.D\data.ms (-1991) ( m/z 105.10 100.00%
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-
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—— ‘
14.00
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m/z--> 20 40 60 80 100 120 140 160 180 200
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189.0 —— :
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(o SMBIVERSE Y AR AR L AU A
m/z--> 20 40 60 80 100 120 140 160 180 200 /WIW
Abundance #80348: Naphthalene, 2,3,4,4a,5,6-hexahydro-1,4a-dime L ‘f
41.0 161.0 14.00
91.0 m/z 76.95 44 .32%
67.0
5000 133.0 189.0
ok 10 T A ey
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VW@23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample : VIBLK515

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Butylated Hydroxytoluene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.469 1.36 ug/L 47606 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 53
2 5H,6H,7H-pyrrolo[3,4-b]pyridine-... 220 C10H12N202Si  1000485-20-1 50
3 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 50
4 4,6-di-tert-Butyl-m-cresol 220 C15H240 000497-39-2 50
5 3-Phenyl-1-buten-1-0l, TMS deriv... 220 C13H200Si 055543-95-8 50

Abundance Scan 2061 (14.468 min): VW023993.D\data.ms (-2054) ( m/z 205.20 100.00%

205.2
5000 56.9
81.2

121.0
163.2 14 50
0! 56.90 40.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99216: Butylated Hydroxytoluene
205.0
5000 57.0
14 50

‘ 40.95  34.24%

91.0 10 1450 1770
\\\‘\\\\“‘\\U‘\“‘\“\‘\\““‘\\‘\‘\“i\‘l““\l“\“\ “‘\‘H\‘\\H“‘\\\\“\\\\‘\\\\‘\\\
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o
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26.0 50.0 .o
oM AN MNBIRTH EPRNEL WSS YRR NSNS AN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #99258: Phenol, 4,6-di(1,1-dimethylethyl)-2-methyl- ——
205.0 14.50
m/z 220.20 23.71%
5000
57.0
ol 299, 810 1210 1490 1770 | ! L
P e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72222\
Data File : VWO23993.D

Acqg On : 22 Jul 2022 09:27
Operator : SY/VA

Sample ¢ VIBLK515

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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|
Pyridine-3-carb... 2.245 1.5 ug/L 37903 1 8.841 647259 25.0
.beta.-Guaiene 14.097 3.1 ug/L 108366 3 13.554 874846 25.0
Butylated Hydro... 14.469 1.4 ug/L 47606 3 13.554 874846 25.0
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